
Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 
Report Date: 04-Aug-2010 12:45 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 
J1304-10A Client Smp ID: B7G91 
10-JUL-2010 22:33 
MMS SRC: LIMS 
J1304-10B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 12 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name 

DF 
Uf 
Vt 
Vi 
Ws 
M 

Cpnd Variable 

ISTD 

Value 

4.000 
2.000 

500.000 
2.000 

30.100 
22.000 

Description 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA AMOUNT 
============================== ====== ====== ====== 

* 25 Naphthalene-dB 4.277 2841757 40.000 

* 46 Acenaphthene-d10 5.927 760007 40.000 

* 65 Phenanthrene-d10 7.338 658001 40.000 

* 77 Chrysene-d12 9.843 873140 40.000 

* 85 Perylene-d12 11.082 860113 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, octyl- ~ ,, ,,,,_,,_, 
2.551 947973 13.3434810 1100 NIST2002.L 53644 25 

Nonane, 3-methyl- ~ ,, ,,,,_,,_, 
2.572 1581188 22.2564759 1900 NIST2002.L 18433 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPNU # 

============= ============ ========= 

Heptane, 3-ethyl-2-methyl-

0 
#: 14676-29-0 

2.615 1437919 20.2398579 1700 NIST2002.L 18484 25 

Unknown CAS #: 

2. 717 1147920 16.1578931 1400 0 0 25 

Unknown CAS #: 

2.759 1090210 15.3455796 1300 0 0 25 

Unknown CAS #: 

2.872 1221392 17.1920573 1500 0 0 25 

Unknown CAS #: 

3.128 1741885 24.5184192 2100 0 0 25 

Branched Alkane CAS #: 

3.213 3314872 46.6594650 4000 0 0 25 

Cyclohexane, butyl-

6 
#: 1678-93-9 

3.294 3768100 53.0389990 4500 NIST2002.L 17303 25 

Decane, 3-methyl- C!Js #: 13151-34-3 

3.326 2069927 29.1358633 2500 NIST2002.L 27124 25 

Unknown CAS #: 

3.379 1482340 20.8651155 1800 0 0 25 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.475 1847858 26.0100741 2200 98 NIST2002.L 16319 25 

Unknown CAS #: 

3.507 1268785 17.8591515 1500 0 0 25 

Cyclohexane, 2,4-diethyl-1-methyl-

t5 
#: 61142-70-9 

3.593 1697547 23.8943218 2000 NIST2002.L 25879 25 

Benzene, 1-ethyl-2,4-dimethyl-

0 
#: 874-41-9 

3.673 1620949 22.8161442 1900 NIST2002.L 14366 25 

Unknown CAS #: 

3.806 1057378 14.8834318 1300 0 0 25 

Benzene, 1,2,4,5-tetramethyl-

~ 
#: 95-93-2 

3.849 4220677 59.4093875 5100 NIST2002.L 14361 25 

Hexane, 3,3-dimethyl- t)s #: 563-16-6 

3.903 2127992 29.9531836 2600 NIST2002.L 7449 25 

Unknown CAS #: 

3.951 2267539 31.9174188 2700 0 0 25 (L) 

Cyclohexane, pentyl- t)s #: 4292-92-6 

3.972 2022881 28.4736586 2400 8 NIST2002.L 25843 25(L) 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY 

Benzene, 1,4-diethyl-2-methyl-

4.004 1535259 21.6099855 1800 

Benzene, 1,2,4,5-tetramethyl-

4.074 2920401 41.1069622 3500 

Branched Alkane 

4.431 2340007 32.9374558 2800 

Octane, 2,6-dimethyl-

4.773 1259512 17.7286354 1500 

Heptylcyclohexane 

5.195 493763 25.9872431 2200 

Branched Alkane 

5.345 417781 21.9882625 1900 

18-Norabietane 

8.176 450811 27.4048547 2300 

10,18-Bisnorabieta-8,11,13-triene 

8.283 1044325 63.4846273 5400 

10,18-Bisnorabieta-8,11,13-triene 

8.374 515284 31.3241908 2700 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta 

8.582 1240254 75.3951908 6400 

Phenanthrene, 1-methyl-7-(1-methylethyl) 

9.015 506039 23.1824801 2000 

Cholestan-3-one, (5.alpha.)-

11.649 1522648 70.8115340 6000 

Cholestan-3-one 

11.766 

Unknown 

12.845 

559355 26.0130939 

715527 33.2759305 

QC Flag Legend 

2200 

2800 

CAS #: 13632-94-5 

93 NIST2002.L 

CAS #: 95-93-2 

96 NIST2002.L 

0 

0 

90 

95 

95 

94 

CAS #: 

#: 2051-30-1 

NIST2002.L 

#: 5617-41-4 

NIST2002.L 

CAS #: 

CAS #: 1000293-16-6 

NIST2002.L 

CAS #: 32624-67-2 

NIST2002.L 

CAS #: 32624-67-2 

NIST2002.L 

CAS #: 6566-19-4 

NIST2002.L 

CAS #: 483-65-8 

99 NIST2002.L 

CAS #: 566-88-1 

95 NIST2002.L 

CAS #: 15600-08-5 

92 NIST2002.L 

CAS #: 

0 

21821 

14361 

0 

18457 

44140 

0 

95827 

83831 

83831 

81281 

78744 

153190 

153169 

0 

CPND # 

25 

25 

25 

25 

46 

46 

65 

65 

65 

65 

77 

85 

85 

85 

L - Operator selected an alternate library search match. 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date t 10-JUL-2010 22t33 

Client IDt B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qual it~ 

C~clohexane, oct~l- 1795-15-9 NIST2002.L 53644 78 

C~clohexane, <1-meth~leth~D- 696-29-7 NIST2002.L 11235 78 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11176 78 

Scan 367 <2.551 ~~ of S3G6592.D <Subtracted) (SCALED) 
10.0 

8.o 8~ 

6.0 
/'5 

4.0 

12~ 
2.0 

... .1 
/39 ~7 

1!27 
o.o I ... d •.•• 1 . . lol o .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

10.0 
Entr~ #53644, ~~hexane, oct~l- <from NIST2002.U (SCALED) 

8.0 5~ 

6.0 

4.0 

67"' 
2.0 /29 I 

.111 .. 
97"' 

.. I .I. ..... I. ,I. 11~ ?25 ?39 
o.o ... d II. ·····' I. ....• 1.. ..... .. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #11235, C~clo~~e, (1-meth~leth~l)- <from NIST2002.U <SCALED) 
10.0 

8.0 
/'5 

6.0 

4.0 
/1 

3~ 12~ 2.0 

.... 1.1 .. 
~4 

.. 1. d ... 
iii"' 

.1.(28 
o.o .. 1.1. ... d ''· .... 1 I. ......... ··'· 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #11176, C~cl~~ne, prop~l- <from NIST2002.L) <SCALED) 
10.0 

8.o /'5 

6.0 

41"' 4.0 
12~ 

~7 2~ 2.0 

..1.(28 Jl .. ... 1. .... 111 .... ~7 
o.o II... ...•. II 1.. 1.1.1 I. •••••• 1 •• .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Formula Weight 

C14H28 196 

C9H18 126 

C9H18 126 

170 180 190 

?68 19~ 
'· 

170 180 190 

170 180 190 

170 180 190 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date t 10-JUL-2010 22t33 

Client IDt B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Nonane, 3-meth~l-
Octane, 2,6-dimeth~l-
Octane, 3,6-dimeth~l-

CAS Number 

5911-04-6 
2051-30-1 
15869-94-0 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 18433 
NIST2002.L 18443 
NIST2002.L 18447 

Scan 371 <~572 min) of S3G6592.D <Subtracted) <SCALED) 
10.0 57 -71 

8.o 
4~ 

6.0 

4.0 

Qual it~ Formula 

74 C10H22 
72 C10H22 
64 C10H22 

/-13 

IJ 
8~ 2.0 

I, I 6~ I 97"' 

, .ill I ' ... 'ill. 
111"' I /-25 

o.o I ... I. .. . .. .I. I . .I , Ill . 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

10.0 
Entr~ #18433,~n7ane, 3-meth~l- (from NIST2002.L) (SCALED) 

8.o 4~ 
/71 

6.0 
/29 

4.0 5~ 

.1. ... "'I 
/-13 2.0 

/-5 8~ 
.. L 9~ /-00 . d .. 127"' I I .... 1l o.o .. I. I. I. ... . .til. . ... ... 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

10.0 
Entr~ #18443,~tane, 

57 
2,6-dimeth~l- (from NIST2002.L) (SCALED) 

8.o 

6.0 
4~ /71 

4.0 

/29 

..... 1l .JI 
/-13 2.0 8~ r8 /-5 

.I .I. 97"' 

. ". 127"' 
o.o I I. .. 11 I ' I I. ... , .. . .. 

20 30 40 50 60 70 m/z 80 90 100 110 120 130 

10.0 
Entr~ #18447, o~i' 3,6-dimeth~l- (from NIST2002.L) (SCALED) 

8.o 

6.0 4~ 
/71 

4.0 /29 5~ 

... I. I. 
/-13 2.0 

.. ... 11 
8~ /9 127"' II . o.o . I I .. I . . •. 11 I . ' ". 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

Weight 

142 
142 
142 

14~3 
, ... 

140 

14~3 
. .. 

140 

14~3 .. 
140 

14~ \42 .. 
140 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date : 10-JUL-2010 22:33 

Client ID: B7G91 

Sample Info: J1304-10B,,52646,,4 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Heptane, 3-eth~l-2-meth~l­

Octane, 2,3-dimeth~l-

10.0 

8.0 

6.0 

4.0 

2.0 

4~ 

14676-29-0 NIST2002.L 

7146-60-3 NIST2002.L 

18484 

18445 

Scan 379 (~615 min) of S3G6592.D <Subtracted) (SCALED) 
57 

9~ 
/71 

64 C10H22 

64 C10H22 

.... Ill. 
8~ 

..•. I .II 
/8 11~/11 /23 

I. I ' .I. . I. I. .111. o.o I. .. ... '. ' 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

10.0 
Entr~ #18484, Hept~7 3-eth~l-2-meth~l- (from NIST2002.L) (SCALED) 

8.0 
4~ 

6.0 

4.0 /27 9~ 
5~ 

... IJ 
/71 

. ..11!.00 
2.0 8~ 

/5 ... "'I . . . I. ....... I" . 
/13 127~ 

I ...... o~l.. o.o .. 1. I. • •• 1. . .. 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

10.0 
Entr~ #18445,~tane, 

57 
2,3-dimeth~l- (from NIST2002.L) <SCALED) 

8.0 

6.0 4~ 

4.0 
9~ /71 

2.0 /29 

.ll:oo .. I. II /8 

.... 11!. 
8~ /5 ..... II /13 127~ o.o .I .1. I I. ... ··'· .. 

20 30 40 50 60 70 
mlz 

80 90 100 110 120 130 

Weight 

142 

142 

14~ \42 
I lol 

140 

14~3 
. ..... 

140 

\42 

140 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date 10-JUL-2010 22:33 

Client ID: B7G91 

Sample Info: J1304-10B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, but~l­

C~clohexane, (2-meth~lprop~l)-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

1678-93-9 NIST2002.L 

1678-98-4 NIST2002.L 

Entr~ 

17303 

17356 

Scan 506 <3.294 min) of S3G:~·D <Subtracted) <SCALED) 
10.0 

8.0 
5~ 

6.0 

4.0 /1 67"-. 

2.0 

Qualit~ Formula 

81 C10H20 

64 C10H20 

14~ 

Weight 

140 

140 

Ll 11 •. 1.111. 
?4 117"-. 

?9 12~ 1.. 15~3 
,, .II 1 ........ ....... 1 I .... 1. .. 1.11. ...... o.o ••••• l.r I I. ·•·· .... .. 

20 30 40 50 60 70 m/~0 90 100 110 120 130 140 150 

10.0 
Entr~ #17303, C~clohexane, bu~~ (from NIST2002.L) <SCALED) 

8.0 /5 

6.0 

4.0 /1 

/29 67"-. 14~ 
2.0 

?7 
.. 1.(42 

2

~LI. .... 111.. ?5 /11 12~ 
o.o ... 1. II ... ... II L . •••••• 1 I.. . ..... ·'·· ..... 

20 30 40 50 60 70 m/~0 90 100 110 120 130 140 150 

Entr~ #17356§~lohexane, (2-meth~lpr~~- (from NIST2002.L) (SCALED) 
10.0 

8.0 

6.0 /1 8~ 

4.0 ?7 
6~ 

/27 

..... J. 
14~ 2.0 J .. 

'". 
.... 11~. .... .1 /1212~ /5 ... LI .. 1.(42 o.o ..... .... 11 •••• 1 I. ..... ··'· 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date 10-JUL-2010 22!33 

Client ID! B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Instrument! S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Decane, 3-meth~l- 13151-34-3 NIST2002.L 27124 68 C11H24 

10.0 
~Scan 512 <3.326 min) of S3G6592.D <Subtracted) <SCALED) 

57 71"' 

8.o 
~1 

/5 6.0 

~7 
4.0 

127"' 

2.0 J. ••••• 1 •• 1 

/-11 

I I 81"' 141"' 151"' 
o.o I ... 11 I. 1.. •••• 1 • I .d II. •• 1.11 •• .... 

30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 

,J:ntr~ #27124, Decane, 3-meth~l- (from NIST2002.L) <SCALED) 
10.0 57 

8.0 4~ 

6.0 
71"' 

4.0 /29 /5 

.. I. I .. 
2.0 127"' 

~8 8~ /-12 14~ 
I. I •. 1 l,il I II. o.o ... I . . ,oil I •• 1. . .. . . 

30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 

Weight 

156 

/-56~6 
I. 

160 

/56 

160 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6592.D 

Date 10-JUL-2010 22!33 

Client IDt B7G91 

Sample Info! J1304-10B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~olohexane, 2,4-dieth~l-1-meth~l-

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

61142-70-9 NIST2002.L 25879 

Qualit~ Formula Weight 

72 C11H22 154 

10.0 
Soan 562 <3.593 min) of S3G6592.D (Subtracted) (SCALED) 

6Vr 

8.o 

6.0 
57"'-

r1 8~ /-25 

4.0 

/-11 15~ 2.0 

I II. II ,I, I . I /6 ~9 11L~. II 
13~ 

.. 11(55 ~6 
o.o I I I. 'I. I, 1 .. 

30 40 50 60 70 80 9~/z 100 110 120 130 140 150 160 

10.0 
Entr~ #25879, c~~exane, 2,4-dieth~l-1-meth~l- (from NIST2002.L) <SCALED) 

8.o 

6.0 
5~ 

8~ /-25 
4.0 

r1 

Jll. 2.0 /29 J 9~~7 15~/-55 /-09 13~ 
o.o . . I II .. . . ••• 11 •. II I. ... , .•. II I. ... I"'. .... .I I . I . 

30 40 50 60 70 80 9~/z 100 110 120 130 140 150 160 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date t 10-JUL-2010 22t33 

Client IDt B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1-eth~l-2,4-dimeth~l-

Scan 577 
10.0 _./55 

8.o 

6.0 
r1 

4.0 

2.0 

. "1 I 
I . o.o .~.11 

20 30 40 50 60 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

874-41-9 NIST2002.L 14366 

<3.6~~in) of S3G6592.D <Subtracted) <SCALED) 
?19 

~3 

97"' 111"' 

·"''''' 
" 1,11111 . 1,1, I I ''''"''II I. 1.1 lr.J 

70 80 90 100 110 120 
mlz 

Qualit~ Formula 

60 C10H14 

/34 

I '''" 

15~ 

' ... ,I. 
130 140 150 

Entr~ #14366, Benzene, 1-eth~l-2,4-dimeth~l- (from NIST~.L) <SCALED> 
10.0 11 

8.o 

6.0 

4.0 13~ 

91"' 

.... .J(36 

2.0 
77"' 27"' 3~ 51"' 6~ 10~ 

o.o .1 .• .. 1.1. • I ••.. .. .•••• 1 •• "'I II. .. '.I.'. .old .. I, I, I. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

mlz 

Weight 

134 

16~ 
•• t. 

160 

160 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6592.D 

Date t 10-JUL-2010 22!33 

Client IDt B7G91 

Sample Info: J1304-10B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1,2,4,5-tetrameth~l­
Benzene, 1,2,3,4-tetrameth~l­
Benzene, 1,2,3,5-tetrameth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

95-93-2 NIST2002.L 
488-23-3 NIST2002.L 
527-53-7 NIST2002.L 

Entr~ 

14361 
14353 
14354 

Soan 610 <3.849 min) of S3G6592.D (Subtracted) <SCALED) 
119-"'1 

8.o 

?7 ~1 
13~ 

Qual it~ Formula 

78 C10H14 
60 C10H14 
60 C10H14 

/52 

Weight 

134 
134 
134 

/1 r5 /5 

o.o----.------.-----'-·..:._;..!111.!.!.:.11.'--. _:.;.!·''.!.!.:.Ill~~ I '"-r· ·.!.!.:."~~~~ ~~~~~"-'.!,··•.!....!.;• ~~~~~ :.!.!.!111_:.:.;···:..:...,.;' I:.!.!.!L~.!..!.!.~I~-r·:.!,!.!"l.:.:...:.l .. ~.d.:..:.:...·' .!..!.!.1~1~1.'-"-'."-'-'-'. '-'-T-" •• '-..!.!1-'-'-' .. 1.:.:..;..1" 
1_4~--.:.:..,..~· ..!.!.!1._,__. -.--..:..:..:· •• -'-'+(_

68

--r-
20 30 

8.o 

8.o 

10.0 

8.o 

6.0 

4.0 

2.0 
27"" 

o.o ·'·· 
20 30 

40 50 60 70 80 110 120 130 140 150 160 

3~ 

Entr~ #14361, Benzene, 1,2,4,5-tetrameth~l- (from NIST2002.L) (SCALED) 
119-"'1 

13~ 

Entr~ #14353, Benzene, 1,2,3,4-tetrameth~l- <from NIST2002.L) <SCALED) 
119-"'1 

13~ 

Entr~ #14354, Benzene, 1,2,3,5-tetrameth~l- <from NIST2002.L) <SCALED) 
119-"'1 

13~ 

51"' 6~ 77"" 
91"" 

10~ 
.. 1.1. .1.1 .•••. •••• J,, ".I. I. .... 1. .. .• ld •. .1.11 I, . ..... 1 

/36 
I. 

40 50 60 70 80 90 100 110 120 130 140 
mlz 

150 160 

150 160 

150 160 

170 180 

170 180 

170 180 

170 180 
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Data File: \\Avogaclro\Organics\S3.I\1¢¢71oA.B\S3G6592.D 

Date : 1¢-JUL-2¢1¢ 22:33 

Client ID: B7G91 

Sample Info: J13¢4-1¢B,,52646,,4 

Volume Injectecl <uL>: 2.¢ 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

Hexane, 3,3-climeth~l­

Unclecane, 4,8-climeth~l­

Decane, 3,7-climeth~l-

Scan 62¢ 
1¢.¢ 

/'7 r3 
8.o 

6.o 

4.¢ 

2.¢ 

o.o . I I. ... II~. ... 
2¢ 3¢ 4¢ 5¢ 6¢ 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column cliameter: ¢.25 

CAS Number Librar~ 

563-16-6 NIST2¢¢2.L 

173¢1-33-6 NIST2¢¢2.L 

17312-54-8 NIST2¢¢2.L 

Entr~ 

7449 

4557¢ 

36179 

<3~¢3 min) of S3G6592.D <Subtracted) <SCALED) 
71 

/5 

/-27 
~9 /-12 

111 .. 1.1 .. I 1. .. oil .I. ... olo. I o,. 
7¢ 8¢ 9¢ 1¢¢ 11¢ 12¢ 13¢ 

mlz 

Qualit~ Formula 

72 C8H18 

64 C13H28 

64 C12H26 

/-41 
/-55 

.I. . .1 • 

14¢ 15¢ 16¢ 

1¢.¢ 4Y. 
Entr~ #7449, Hexane, 3,3-climeth~l- (from NIST2¢¢2.L) (SCALED) 

8.o 

71"' 6.o 57" 
8~ 

4.¢ 

2~ 2.¢ 

.. 1.11 I 

9~/-¢¢ 
.. Ill. o.o .I. I. ••. o.ll I .. .l1 . .1. 

2¢ 3¢ 4¢ 50 60 70 80 90 mlz 100 110 12¢ 130 140 150 160 

10.0 4Y. 
Entr~ #45570, Unclecane, 4,8-climeth~l- (from NIST2¢¢2.L) <SCALED) 

8.o 
57" 71"' 

6.0 

4.0 8~ 

2.¢ 
2~ 

Weight 

114 

184 

17¢ 

/-7¢ f8¢ .... 
17¢ 18¢ 

170 180 

.... 1!1. 
9~ 141"' 

.... 1.1. ... I,. 11~ 127"' 16~ ~4 
o.o 'I I ••• 1 I ... ! .. .I. "· 

20 30 4¢ 50 60 70 80 90 100 110 120 130 14¢ 15¢ 16¢ 170 180 
mlz 

10.0 
Entr~ #36179, 

N3 ~7 
Decane, 3,7-climeth~l- <from NIST2002.L) <SCALED) 

8.o 
/71 

6.0 

4.0 /29 
/5 

.1.1 ... 
2.0 . .. J 127"' 

..... 11 
~9 141"' 15~ 17~ 

o.o ... 1. 1 .. I. I .......• 1 I. ..lol. ...... ..1. .I. . .. .. 
20 30 40 50 6¢ 70 80 90 100 110 12¢ 130 140 150 160 17¢ 180 

mlz 
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Data File! \\Avogaclro\Organics\S3.I\100710A.B\S3G6592.D 

Date ! 10-JUL-2010 22t33 

Client IDt B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injectecl <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

C~clohexane, pent~l-

C~clohexane, but~l-

C~clohexanone, 3,3,5,5-tetrameth~l-

CAS Number 

4292-92-6 

1678-93-9 

14376-79-5 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column cliametert 0.25 

Librar~ Entr~ 

NIST2002.L 25843 

NIST2002.L 17303 

NIST2002.L 25568 

10.0 
Scan 633 (3.972 min) ~~3G6592.D (Subtracted) <SCALED) 

8.o 

6.0 /5 

4.0 

2.0 

Qua lit~ Formula 

78 C11H22 
43 C10H20 

40 C10H180 

/54 /1 
/70 131"'-

1.1. 
/7 11~ 14~ I. I II I o.o .J' .. .. .. .. ···'· .. ' 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #25843, C~clohexan~~ent~l- (from NIST2002.L) <SCALED) 
10.0 

8.o /5 

6.0 

4.0 /1 
~7 

.Jd. 
15~ 2.0 /29 

.Jil .. /
7 

111"'- 12~ /-31 
.. II. .. . . . . . tl I I ... 1.. 1. . o.o ·····' . .... I.. . ....... ... .... . . . . ... 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #17303, C~clohi~e, but~l- <from NIST2002.L) <SCALED) 
10.0 

8.o 5~ 

6.0 

4.0 41"'-

2~ 67"'- 14~ 
2.0 

97"'-
.. 1.(42 .. Ll. ... Jil. ... 111"'- 12~ . . . I. II ... L . 1. . o.o ... 11 I .1.1 ......• ! •. ..... 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #25568, C~clohexanone, 3,~j-tetrameth~l- (from NIST2002.L) <SCALED) 
10.0 

8.o 

6.0 

4.0 
/5 

/1 /7 

1~.. ~9 13~ 15~ 2.0 /29 

.J.J.. .... 1111.. 
111"'- /-23 

... 1 •. o.o •• 1. .. ,.,.II • • • . I .II. ····''I. . ········ . .. ,.... . .. .~.1. . 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 

mlz 

Weight 

154 

140 

154 

/-6~ 
. . 

170 

170 

170 

170 



Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6592.D 

Date t 10-JUL-2010 22!33 

Client IDt B7G91 

Sample Infot J1304-10B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Octane, 2,6-dimeth~l­

Tridecane, 7-meth~l­
Decane, 2-meth~l-

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2051-30-1 NIST2002.L 
26730-14-3 NIST2002.L 
6975-98-0 NIST2002.L 

Entr~ 

18457 
55019 
27131 

10.0 
Scan 783 <4.773 min) of S3G6592.D <Subtracted) <SCALED) 

--57 ~71 

8.0 

Qualit~ Formula 

72 C10H22 
68 C14H30 
64 C11H24 

Weight 

142 
198 
156 

11~ 

o.o __ ~--~~-~~~·~·~"~"'~~~~-~-·~···~"~11~1..~.~'"~·~11~1..~ .. ~~7~.:~·'·~'·~··~·~~···~···~~~~ol·~il.~.~-
1

~~~;~·1.~1.1~.~~~~·~~-"~h.~ .. = .. ~~·~~~~~ .. ,~,··~·~~7r.~~-~ .. ~-~·~··~1~~~~-~ 
20 30 40 

10.0 

8.0 

8.0 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 
mlz 

Entr~ #18457, Octane, 2,6-dimeth~l- <from NIST2002.L) <SCALED) 
57/': 

71~ 

En~/55019, Tridecane, 7-meth~l- (from NIST2002.L) <SCALED) 

/71 

11~ 

o.o __ ~~--~-1.~1~ .. ~···~··'~~~~--~··=···~·11~1.= ... = ... ~ ... =11~~··~~=-··=···~···=···=···=···~·.1=~=-·1~·~=-··=·"~···~·~4-~~-~ ... ~. -15~~~·=···~-=~~~~~ .. ·~·-1_8~~-~···~1-9~~--~0~.~ 
20 30 40 

10.0 

8.0 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 
mlz 

Entr~ #27131, Decane, 2-meth~l- <from NIST2002.L) <SCALED) 57/":. 

2~ 8~1 r12 

o.o~ .. ·~-=1.1~. ~''~~~~~ .. l~"'~~~··~·li~l~·~·~·ll~·~~·~·~-
9

~~11.~ __ ~14_~~.~--41~~r~5_6~--~~--~ 
~ ~ ~ ~ ~ ~ ~ % ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ 

mlz 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6532.D 

Date t 10-JUL-2010 22!33 

Client IDt B7G31 

Sample Infot J1304-10B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Hept~lc~clohexane 

C\:jclohexane, pent~l-

C\:jclohexane, hex~l-

CAS Number 

5617-41-4 

4232-32-6 

4232-75-5 

Instrument! S3.i 

Operator! HHS SRCt LIHS 

Column diameter! 0.25 

Librar~ Entr~ 

NIST2002.L 44140 

NIST2002.L 25844 

NIST2002.L 34734 

10.0 
Scan 862 <5.1~~in) of S3G6532.D <Subtracted) <SCALED) 

a.o 
~5 

6.0 
/1 

4.0 

'ol I ill .. 
37"' 14~ 2.0 131"' 

111"' ,,, 
'' '" 1111. o.o ,I, ... II II. 1.1.1 I ' I I' '". I' .I .. llltallll ''''"' ... .1. 

20 30 40 50 60 70 80 30 100 110 120 130 140 
mlz 

10.0 
Entr~ #44140, ~~lc~clohexane (from NIST2002.L) (SCALED) 

a.o 

6.0 5~ 

4.0 

67"' 
2.0 /23 

~.I"-
37"' 

111"' .. 11,1. 12~ 141"' 
II. 1.. o.o .I. I. ···" •.•. 1 . ....• II. ······'·· ............... ······· ... 

20 30 40 50 60 70 80 30 100 110 120 130 140 
mlz 

Qualit~ Formula Weight 

83 C13H26 182 

64 C11H22 154 

64 C12H24 168 

15~ /82 
17~ ~5 

I.. ' ,II, .. "' llo oolool. • 1" 

150 160 170 180 130 

18~ 
15~ /58 /86 

··········· .1 •.. 
150 160 170 180 130 

Entr~ #25844, C\:jclo~£e, pent~l- <from NIST2002.L) <SCALED) 
10.0 55-': 

a.o 

6.0 
41"' 

4.0 ~7 

I ~~~1. 
15~ 

2.0 

Ill 
~7 

I, II' . ..II L 
/11 /25 I . o.o "' I. .. I. ' " 

20 30 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 130 
mlz 

Entr~ #34734, C~clo~3ne, hex~l- (from NIST2002.L) <SCALED) 
10.0 

5' 

a.o 

6.0 
41"' 

4.0 ~7 
2~ 

I ldl, 
16~ 2.0 

~7 
.11! 1,1 ..1111 

/11 I . o.o ' 'I I. ,1, ' 
20 30 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 130 

mlz 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 
Report Date: 04-Aug-2010 10:48 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 
J1304-11A Client Smp ID: B7G92 
09-JUL-2010 22:53 
MMS SRC: LIMS 
J1304-11B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100709A.B\S3 SOM.m 
Meth Date 04-Aug-2010 10:29 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 13 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1. 000 
2.000 

500.000 
2.000 

30.200 
14.000 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 

Cpnd Variable Local Compound Variable 

ISTD RT AREA AMOUNT 
============================== ====== ====== ====== 

* 25 Naphthalene-dB 4.327 2575402 40.000 

* 46 Acenaphthene-d10 5.983 781605 40.000 

* 65 Phenanthrene-d10 7.399 1549064 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.607 3172862 49.2794821 950 0 0 25 

Unknown CAS #: 

2.655 3711061 57.6385410 1100 0 0 25 

Unknown CAS #: 

2. 810 5838983 90.6884770 1700 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, 1,3,5-trimethyl- CAS #: 108-67-8 

2.879 2985291 46.3662008 890 95 NIST2002.L 9122 25 

Straight-chain Alkane CAS #: 

3.104 11393211 176.954264 3400 0 0 25 

Unknown CAS #: 

3.178 7798849 121.128233 2300 0 0 25 

Decane, 4-methyl- 0 #: 2847-72-5 

3.259 11921474 185.159005 3600 NIST2002.L 27129 25 

Unknown CAS #: 

3.291 3093253 48.0430294 920 0 0 25 

Cyclohexane, butyl- v #: 1678-93-9 

3.344 6235852 96.8524700 1900 NIST2002.L 17300 25 

Unknown CAS #: 

3.430 2854956 44.3419034 850 0 0 25 

Benzene, 1-methyl-3-propyl-

~ 
#: 1074-43-7 

3.456 3304663 51.3265519 990 NIST2002.L 14340 25 

Naphthalene, decahydro- CAS #: 91-17-8 

3.526 13214605 205.243347 4000 96 NIST2002.L 16287 25 

Unknown CAS #: 

3.552 3837188 59.5974975 1100 0 0 25 

Unknown CAS #: 

3.649 8093749 125.708489 2400 0 0 25 

Unknown CAS #: 

3. 723 3492260 54.2402269 1000 0 0 25 

Undecane 

f!J 
#: 1120-21-4 

3.798 20928740 325.055836 6300 NIST2002.L 27120 25 

trans-Decalin, 2-methyl- CAS #: 1000152-47-3 

3.905 6946287 107.886627 2100 91 NIST2002.L 24310 25 

Naphthalene, decahydro-2-methyl- CAS #: 2958-76-1 

4.012 7447072 115.664590 2200 86 NIST2002.L 24328 25 

Unknown CAS #: 

4.049 3585792 55.6929216 1100 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

4.124 6766354 105.091992 2000 95 NIST2002.L 14361 25 

Branched Alkane CAS #: 

4.482 5334863 82.8587118 1600 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY 

Branched Alkane 

4.819 4478048 69.5510334 

Straight-chain Alkane 

4.984 6810432 105.776594 

Unknown 

5.337 1366761 69.9463067 

Branched Alkane 

5.395 2864147 146.577539 

Straight-chain Alkane 

5.529 5836728 298.704392 

1300 

2000 

1300 

2800 

5800 

Decahydro-4,4,8,9,10-pentamethylnaphthal 

5. 711 3331330 170.486415 3300 

Decahydro-4,4,8,9,10-pentamethylnaphthal 

5.903 1792293 91.7236096 1800 

Straight-chain Alkane 

6.042 4864412 248.944521 4800 

Unknown 

6.384 1519476 77.7617703 1500 

Straight-chain Alkane 

6.523 2965190 151.748606 2900 

Branched Alkane 

6.736 1717465 44.3484317 850 

Straight-chain Alkane 

6.987 4041228 104.352720 2000 

n-Hexadecanoic acid 

8.195 52459919 1354.62164 26000 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 

8.360 9310032 240.403932 4600 

10,18-Bisnorabieta-8,11,13-triene 

8.446 

Unknown 

8.542 

Oleic Acid 

3545293 91.5466603 

2100825 54.2475784 

8.943 1.065e+008 2750.90111 

1-Phenanthrenecarboxylic acid, 1,2,3,4,4 

9.974 84898195 2192.24380 

1800 

1000 

53000 

42000 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 80655-44-3 

86 NIST2002.L 

/':~ #: 80655-44-3 c./ NIST2002. L 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 

0 

CAS #: 57-10-3 

98 NIST2002.L 

CAS #: 1000197-14-1 

0 

0 

0 

0 

0 

61716 

61716 

0 

0 

0 

0 

0 

92228 

98 NIST2002.L 92361 

97 

0 

93 

CAS #: 32624-67-2 

NIST2002.L 

CAS #: 

CAS #: 112-80-1 

NIST2002.L 

#: 1740-19-8 

NIST2002.L 

83831 

0 

107517 

117817 

CPND # 

25 

25 

46 

46 

46 

46 

46 

46 

46 

46 

65 

65 

65 

65 

65 

65 

65 

65 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS 

RT AREA ON-COL ( ng} FINAL (ug/Kg} QUAL 

9,10-Anthracenedione, 1-amino-4-hydroxy-

12.265 9525260 245.961568 4700 

QUANT 

LIBRARY LIB ENTRY 

#: 17418-58-5 

NIST2002.L 133269 

CPND # 

65 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 

Date ! 09-JUL-2010 22t53 

Client ID: B7G92 

Sample Info! J1304-11B,,52646,, 

Instrument: S3.i 

Volume Injected (uL)! 2.0 Operator! HHS SRC! LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

Decane, 4-meth~l- 2847-72-5 NIST2002.L 27129 

Soan 500 (3.259 ~) of S3G6563.D (Subtracted) <SCALED) 
10.0 43--.._ 71 105--.. 

8.0 
57"' 

6.0 
12~ 

4.0 

/77 ~5 2.0 

"" .II I I ,II.~,, I I 1 ••..• 1 1,, II ... I I. 1.. o.o .. 1 •• I, ·" ·' 1 ... 

Qualit~ Formula 

70 C11H24 

~21 13~ 
I. •' I • .... 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

;--,J;tr~ #27129, Deoane, 4-meth~l- (from NIST2002.L) (SCALED) 
10.0 

71"' 
57"' 

8.o 

6.0 

4.0 /29 

11!. 

~12 2.0 8~ 

I, I .. JI ~5 97"'-/8 h . ~26 141"' 
o.o I I •• 1 I • 111 • ... .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Weight 

156 

15~ 
. ... 

150 

15~ 
I 

150 
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Data File! \\Avogaclro\Organics\S3.I\100709A.B\S3G6563.D 

Date 09-JUL-2010 22!53 

Client ID! B7G92 

Sample Info! J1304-11B,,52646,, 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, but~l­

C~clohexane, <2-meth~lprop~l)-

Instrument! S3.i 

Operator! HHS SRC! LIHS 

Column diameter! 0.25 

CAS Number Librar~ 

1678-93-9 NIST2002.L 

1678-98-4 NIST2002.L 

Entr~ 

17300 

17356 

Scan 516 <3.344 min) of S3G656~jSubtractecl) (SCALED) 
10.0 

8.0 8~ 

6.0 5~ 

4.0 /1 6~ 
r11 

Qual it~ Formula 

76 C10H20 

72 C10H20 

14~ 
2.0 

I, d ........ I 
I 12~ ~9 I II. 1.. o.o . . ... . II II ' . . . . I I .. I J,1 I. ··•·· .. , I l1 ... Ill .. •• 1 • ••• 1 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ ~17300, C~clohexane, bu~~ <from NIST2002.L) <SCALED) 
10.0 

8.0 
r5 

6.0 

4.0 /1 

2.0 
67"--. 14~ 

Weight 

140 

140 

15~3 
... 

150 

... 1.111. 
/29 

~7 2~ .. L II. /5 r11 .1.(42 o.o . I. I. .... 11 L . •••• 1 I. ... •• 1 .. ..... 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

mlz 
Entr~ ~17356§~lohexane, <2-meth~lpr~lj- (from NIST2002.L) (SCALED) 

10.0 

8.0 

6.0 /1 8~ 

4.0 ~7 
/27 

6~ 

..... J. 
14~ 2.0 

II.. .... 11~. .... J .. r5 ... LI .J r1212~ 
. .1.(42 o.o ..... .... II •.•. 1 I. . .... •• 1 • 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 

Date t 09-JUL-2010 22t53 

Client IDt B7G92 

Sample Infot J1304-11B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Benzene, 1-meth~l-3-prop~l­

Benzene, 1-meth~l-2-prop~l­

Benzene, 1-meth~l-4-prop~l-

1074-43-7 NIST2002.L 

1074-17-5 NIST2002.L 

1074-55-1 NIST2002.L 

14340 

14342 

14344 

60 C10H14 

60 C10H14 

60 C10H14 

10.0 
Scan 537 <3.456 min) of S3G6563.D (Subtrac~ (SCALED) 

10 

8.0 

6.o 

4.0 
/-34 

~3 57"' 
71"' /77 ?5 2.0 /-26 

1 .. ~.I. I ... olooolll ..... J,J,,oltl ... , 

/-11 

ld ... 11. .... 11. I. o.o II ..• 1 .I. ,,,, lt. .... .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 

mlz 
Entr~ #14340, Benzene, 1-meth~l-3-prop~l- (from NIS~~2.L) <SCALED> 

10.0 05 

8.0 

6.0 

4.0 13~ 

.J. 2.0 /77 ~1 
27"' 3~ 51"' 6~~5 11~ I. o.o . I.. .. I. I.. ······ .. ... .1. ... I. I. . . . .II. ··'' • ... 1 • 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ #14342, Benzene, 1-meth~l-2-prop~l- (from NIS~~2.L) (SCALED) 
10.0 05 

8.0 

6.0 

4.0 
13~ 

2.0 /77 ~1 
. .1.. 27"' 3~ 51"' 6~~5 11~ 

o.o .I .• .. l.o .. ,,,, .. .,,,,, .. . I. I. .... l1 . ··'' 1 .. lol,l • .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 

mlz 
Entr~ #14344, Benzene, 1-meth~l-4-prop~l- (from NIS~~2.L) (SCALED) 

10.0 05 

8.0 

6.0 

4.0 
13~ 

2.0 /77 ~1 ..... J. 27"' 3~ 51"' 6~ ~5 /-15 

o.o ·'·· .. l.o. rlt I, • • .o.l. . ... I t1. • • • • I ,I, • .• It I. .1.111. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Weight 

134 

134 

134 

15~ 

'··· 
150 

150 

150 

150 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3GG5G3.D 

Date 09-JUL-2010 22!53 

Client IDt B7G92 

SaMple Info! J1304-11B,,52G4G,, 

VoluMe Injected <uL)t 2.0 

ColuMn phase: DB-5HS 

InstruMent: S3.i 

Operator: HHS SRC! LIHS 

ColuMn diaMeter: 0.25 

Librar~ Search CoMpound Hatch CAS NuMber Librar~ Entr~ Qualit~ ForMula 

Undecane 

Tetradecane 

Decane 

10.0 

8.0 

G.o 

4.0 

2.0 

o.o 
20 

10.0 

8.0 

G.o 

4.0 

30 

2.0 
2~ 

o.o '' i.l .. 
20 30 

10.0 

8.0 

G.O 

4.0 

2.0 

Li. I o.o 
20 30 

10.0 

8.0 

G.o 

4.0 
2~ 

2.0 

II. o.o "' 
20 30 

1120-21-4 NIST2002.L 

629-59-4 NIST2002.L 

124-18-5 NIST2002.L 

27120 

55009 

18420 

4~ 
~9 601 (3.798 Min) of S3GG5G3.D (Subtracted) <SCALED) 

/71 

?5 

II .... .JI I"' .. " 
10~ 

I ..... Ill. /13 14~ ... I 13~ 
Ill. 'II ... ill. •·• • I .. I. 

40 50 GO 70 80 90 100 110 120 130 140 150 
M/z 

57.,..,.--: 
Entr~ #27120, Undecane (froM NIST2002.L) <SCALED) 

4~ 

71"' 

?5 

81 C11H24 

72 C14H30 

72 C10H22 

/56 
/68 

I 1.. 
160 170 

II ... JI .... 111 ' .. .~1. 
~8 /13 /27 15~ 

/57 
I .II. II. ol. I. 

40 50 GO 70 80 90 100 110 120 130 140 150 160 170 
M/z 

.,..,.--: Entr~ #55009, Tetradecane (froM NIST2002.L) <SCALED) 
57 

41"' 
71"' 

8~ 

J 9~ 11~ /27 /41 
I II IIIII /55 /69 

I .11, .ill. .11 II ol ,, 
40 50 GO 70 80 90 100 110 120 130 140 150 160 170 

M/Z 

57.,..,.--: 
Entr~ #18420, Decane <froM NIST2002.U (SCALED) 

4~ 

71"' 

?5 

... J .. 1l. 
~9 14~ 

II .... 11. 
/13 /43 I I '. II. II. I. 

40 50 GO 70 80 90 100 110 120 130 140 150 160 170 
M/z 

180 

180 

180 

180 

Weight 

156 

198 

142 

190 

190 

190 

190 

~ 
I 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 

Date 09-JUL-2010 22:53 

Client ID: B7G92 

Sall'lple Info: J1304-11B,,52646,, 

Volull'le Injected (uL>: 2.0 

Colull'ln phase: DB-5HS 

Librar~ Search Coll'lpound Hatch 

Decah~dro-4,4,8,9,10-pentall'leth~lnaphthal 

Instrull'lent: S3.i 

Operator: HHS SRC: LIHS 

Colull'ln diaJI'leter: 0.25 

CAS Null'lber Librar~ Entr~ 

80655-44-3 NIST2002.L 61716 

10.0 
Scan 995 <5.903 ll'lin) of S3G6563.D (Subtracted) (SCALED) 

8.0 

10~ 6.0 81"' 9~ /1 12~ 67"' 
4.0 r37 

2.0 15~ r65 

Qualit~ Forll'lula 

60 C15H28 

N93 

r83 

o.o .I L ..... 11 . o.1 .. 1.l1 II '·· It II II~ ... I,,, I, ..... l111 II. 1. .. I I J .... o1.1 II. • I .I. til .I II •. I II 1 •. 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 
11'1/Z 

10.0 
Entr~ #61716, Decah~dro-4,4,8,9,10-pentall'leth~lnaphthalene (froll'l NIST2002.L) <SCA~) 

19 

8.0 r23 

9~ 6.0 ~9 10~ 
r37 

4.0 ~5 

r94 
r51 2.0 

II 
I ''~ 'Ill 

"' 
I I I I I, r65 

o.o I I I I . ' I 
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 

11'1/Z 

Weight 

208 

/208 
~ .. II, ..... 

210 220 

I. 
210 220 
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Data File! \\Avogadro\Organics\S3.I\100709A.B\S3G6563.D 

Date 09-JUL-2010 22!53 

Client ID! B7G92 

Sample Info! J1304-11B,,52646,, 

Volume Injected <uL)! 2.0 

Column phase! DB-5HS 

Librar~ Search Compound Hatch 

1-Phenanthrenecarbox~lic acid, 1,2,3,4,4 

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter! 0.25 

CAS Number Librar~ Entr~ 

1740-19-8 NIST2002.L 117817 

Scan 1757 <9.974 min) of S3G6563.D <Subtracted) <SCALED) 
10.0 16Vr /239 

8.0 

6.0 
r3 

197"" 
4.0 

141"" 
81"" ~1 

Qual it~ Formula 

78 C20H2802 

/285 

2.0 

. li,L. ... Il ....... rll.. .... lrll .. l .lrlrl ........ l.lrl .. Jrlrhl,l .111.11 . . li!u.r. , .r.l.r I ...... l.r .. .I,J, 11 II •. 
22~ 

.II I,_,, 
/263 

.I.... .11 . .1. o.o .... 11. ,,Jfl • .1. 

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 
m/z 

10.0 
Entr~ #117817, 1-Phenanthrenecarbox~lic acid, 1,2,3,4,4a,9,10,10a-octah~dro-1,4~dimeth~l-7 

23~ 285 

8.0 

6.0 

4.0 /97 

4~ 12~ 
/41 

.t. I 2.0 91"" 18~ 

t I 
/5 

L 
/257 

1.1.. ••• 11.1.1 ... k ... ,,,,1,1.1. 0.0 I 
,, .II .. .r .• II II hill I I lu, .1 .. r.J.II.r. ,, .,I,It, olin I ,, . 

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 
m/z 

Weight 

300 

~ 
340 360 

340 360 
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Data File: \\Avogadro\Organios\S3.I\100709A.B\S3G6563.D 

Date 09-JUL-2010 22:53 

Client ID: B7G92 

Sample Info: J1304-11B,,52646,, 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

9,10-Anthraoenedione, 1-amino-4-h~drox~- 17418-58-5 NIST2002.L 133269 60 C20H13N04 331 

10.0 

8.0 

6.0 

4.0 

2.0 

o.o 
30 

10.0 

8.0 

6.0 

4.0 

2.0 51"' 

o.o .l •• t 
30 

Soan 2186 <12.265 min) of S3G6563.D <Subtracted) (SCALED) 
3317. 

381"' 41~ 

60 90 120 150 180 210 240 270 300 330 360 390 420 450 480 
mlz 

Entr~ #133269, 9,10-Anthraoenedione, 1-amino-4-h~drox~-2-phenox4~ (from NIST2002.L) <SCALED 
3317: 

/
77 

/
15 17~ /99 /

226 
28~ 

•• t •. J .... J.. .. i.LJ .. ..I~L .•. L ....... ,,_,. -··••···- ·'"····-··· .L ..... 1. '··· .. ••• .1. 
60 90 120 150 180 210 240 270 300 330 360 390 420 

mlz 
450 480 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 
Report Date: 04-Aug-2010 12:45 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 
J1304-12A Client Smp ID: B7G93 
10-JUL-2010 23:24 
MMS SRC: LIMS 
J1304-12B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 14 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.100 
36.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 46 Acenaphthene-d10 5.933 669557 

* 65 Phenanthrene-d10 7.349 649527 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, 1-ethyl-2-methyl-, trans- ~ #: 4923-78-8 
2.375 881002 52.6318596 5500 NIST2002.L 11263 46 

Heptane, 2,4,6-trimethyl- ~ #: 2613-61-8 
2.439 523241 31.2589075 3200 NIST2002.L 18468 46 

Branched Alkane CAS #: 

2.498 735514 43.9402908 4600 0 0 46 

Cyclohexane, propyl- ~ ·- ,,,,_,,_, 
2.551 2031748 121.378481 13000 NIST2002.L 11177 46 

AMOUNT 
====== 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

2.573 2879112 172.000814 18000 0 0 46 

Unknown CAS #: 

2.615 1819869 108.720639 11000 0 0 46 

Unknown CAS #: 

2. 722 2618273 156.418032 16000 0 0 46 

Nonane, 4-methyl- 8 ,, ,,,_,,_, 
2.781 5273455 315.041026 33000 NIST2002.L 18428 46 

Unknown CAS #: 

2.802 661013 39.4895216 4100 0 0 46 

Branched Alkane CAS #: 

2.856 1235455 73.8071993 7700 0 0 46 

Unknown CAS #: 

2.877 1531715 91.5060783 9500 0 0 46 

Cyclohexane, 1-methyl-3-propyl- #: 4291-80-9 

2.952 6239491 372.752912 39000 NIST2002.L 17363 46 

Sorbic Acid #: 110-44-1 

3.043 2188711 130.755631 14000 NIST2002.L 6188 46 

Unknown CAS #: 

3.128 4297829 256.756238 27000 0 0 46 

Unknown CAS #: 

3.192 679215 40.5769160 4200 0 0 46 

Branched Alkane CAS #: 

3.224 4950016 295.718481 31000 0 0 46 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.251 7351497 439.185147 46000 95 NIST2002.L 13631 46 

Cyclohexane, butyl- 8 #: 1678-93-9 

3.305 7615583 454.961885 47000 NIST2002.L 17302 46 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.390 2264805 135.301541 14000 92 NIST2002.L 14329 46 

Unknown CAS #: 

3.411 1696710 101.362983 11000 0 0 46 

Unknown CAS #: 

3.454 3137978 187.465708 19000 0 0 46 

Naphthalene, decahydro- CAS #: 91-17-8 

3.481 4137198 247.160009 26000 86 NIST2002.L 16287 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

3.545 1392241 83.1737600 8600 0 0 46 

Unknown CAS #: 

3.678 3004259 179.477177 19000 0 0 46 

Unknown CAS #: 

3. 727 1712504 102.306548 11000 0 0 46 

Bicyclo[2.2.1]hept-2-ene, 2-methyl- c:2 ,, "'_,_, 
3.764 2169215 129.590873 13000 NIST2002.L 5374 46 

Unknown #: 

3.807 1263577 75.4872254 7800 0 0 46 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.855 4861423 290.425848 30000 92 NIST2002.L 14361 46 

Unknown CAS #: 

3.881 576439 34.4370016 3600 0 0 46 

Branched Alkane CAS #: 

3.903 1228572 73.3960087 7600 0 0 46 

Naphthalene, decahydro-2-methyl- #: 2958-76-1 

3.956 1690175 100.972584 10000 NIST2002.L 24327 46 

Cyclohexane, pentyl- #: 4292-92-6 

3.972 2248809 134.345908 14000 NIST2002.L 25840 46 

Benzene, 1-methyl-4-(2-propenyl)- CAS #: 3333-13-9 

4.004 1293424 77.2703490 8000 89 NIST2002.L 13619 46 

4-Hydroxy-4'-nitrostilbene 0 #: 19221-08-0 

4.074 1664498 99.4386095 10000 NIST2002.L 82955 46 

Unknown CAS #: 

4.111 641407 38.3182444 4000 0 0 46 

Unknown CAS #: 

4.159 428252 25.5841910 2700 0 0 46 

Branched Alkane CAS #: 

4.432 856211 51.1508459 5300 0 0 46 

Branched Alkane CAS #: 

6.948 299605 18.4506324 1900 0 0 65 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date ! 10-JUL-2010 23!24 

Client ID! B7G93 

Samrle Info! J1304-12B,,52646,,4 

Volume Injected (uL)! 2.0 

Column rhase: DB-5HS 

Librar~ Search Comround Hatch 

C~clohexane, 1-eth~l-2-meth~l-, 

cis-1-Eth~l-3-meth~l-c~clohexane 

trans-

1-Eth~l-3-meth~lc~clohexane (c,t) 

CAS Number 

4923-78-8 

19489-10-2 

3728-55-0 

Instrument: S3.i 

Orerator! HHS SRC! LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 11263 

NIST2002.L 11249 

NIST2002.L 11251 

10.0 
Scan 334 <2.375 min) of S3G6594.D (Subtracted)~CALED) 

97 

8.0 5~ 

6.0 6~ 
_/1 

4.0 

2.0 /3 

Qual it~ 

70 

62 

62 

I, II. ",I II. •. 11 

/70 

L. I. I .I. L I. . ,I I. 
10~ 

o.o .. 
20 30 40 50 60 70 80 90 100 110 

mlz 

10.0 
Entr~ #11263, C~clohexane, 1-eth~l-2-meth~l-, trans- (from N~002.L) (SCALED) 

5~ 
8.0 

6.0 

41"' 4.0 

/29 
~9 

/6 2.0 

..•. 1111. 

81"' 
~5 .IJ .L L /1 ~11 

o.o .. II. .•. 1 t II loll I. I 

20 30 40 50 60 70 80 90 100 110 
mlz 

Entr~ #11249, cis-1-Eth~l-3-meth~l-c~clohexane (from NIST~~·L) (SCALED) 
10.0 

5~ 
8.0 

6.0 

_/1 4.0 
6~ 

1,111 

2.0 /29 

•. 11 
81"' 

/3 I 111"' 

o.o ld ... 1 I. I I I. I 1 I I 

20 30 40 50 60 70 80 90 100 110 
mlz 

Entr~ #11251, 1-Eth~l-3-meth~lc~clohexane (c,t) (from NIS~i·L) (SCALED) 
10.0 

5~ 
8.0 

6.0 

4.0 
41"' ~9 9~ 

2.0 /29 

L I,, 
/6 .. IJ 81"' 

I ~11 ~4 
o.o .1.1 .•. 1 I. t I I. I I I I 

20 30 40 50 60 70 80 90 100 110 
mlz 

Formula Weight 

C9H18 126 

C9H18 126 

C9H18 126 

12~ 

II' ~0 

120 130 140 

12~ 

1!27 

120 130 140 

12~ 

1!27 

120 130 140 

12~ 

1!27 

120 130 140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date t 10-JUL-2010 23t24 

Client IDt B7G93 

Sample Infot J1304-12B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Heptane, 2,4,6-trimeth~l­

Hexane, 2,4-dimeth~l-

10.0 
~3an 346 <2.439 

8.0 57"" 

6.0 

4.0 

I 
2.0 

I o.o I I I 

20 30 40 50 60 

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2613-61-8 NIST2002.L 

589-43-5 NIST2002.L 

Entr~ 

18468 

7447 

min) of S3G6594.D (Subtracted) (SCALED) 

/5 

6~ /71 
9~ 

Ill. I II. 
70 80 90 100 

mlz 

Qualit~ Formula 

68 C10H22 

64 C8H18 

/13 /27 
,, 

" 
110 120 130 

~~ #18468, Heptane, 2,4,6-trimeth~l- (from NIST2002.U <SCALED) 
10.0 

8.0 
57"" 8~ 

6.0 

4.0 

/71 /27 

" 1.11 ,I, 
9~ 2.0 

I, I /8 l1l. /5 Ll i/00 127"" 
o.o I I ' . I , 

20 30 40 50 60 70 
mlz 

80 90 100 110 120 130 

10.0 
~tr~ #7447, Hexane, 

4 
57"" 

2,4-dimeth~l- (from NIST2002.L) <SCALED) 

8.0 
/5 

6.0 

4.0 

/29 /71 
7~ 2.0 

.1.1 ' 
11~/15 /5 

.... 111 .. . I 9~ 
.. 1. I I. ". I' I I. I. o.o . . . . •• 1 • . I. 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

Weight 

142 

114 

14~3 
I olo 

140 

\42 

I 

140 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date : 10-JUL-2010 23t24 

Client ID: B7G93 

Sa111ple Info: J1304-12B,,52646,,4 

Volu111e Injected (yL)t 2.0 

Colu111n phase: DB-5HS 

Instru111ent: S3.i 

Operator: HHS SRCt LIHS 

Librar~ Search Co111pound Hatch CAS Nu111ber Librar~ Entr~ Qualit~ For111ula 

C~clohexane, prop~l­

C~clohexane, <1-111eth~leth~l)­

C~clohexane, undec~l-

1678-92-8 

6%-29-7 

54105-66-7 

NIST2002.L 

NIST2002.L 

NIST2002.L 

11177 

11235 

81257 

10.0 
Scan8~ <2.551 111in) of S3G6594.D <Subtracted) (SCALED) 

s.o 

6.0 5~ 

4.0 
67"-.. 12~ 

/7 2.0 

..... 1 '1 .. o.o . . .... I ,,,I .1111 . .. 
20 40 60 80 100 120 140 160 180 

111/z 

10.0 
Entr~ #~~7, C~clohexane, prop~l- (fro111 NIST2002.L) <SCALED) 

8.0 

6.0 /'5 

4.0 /1 

12~ 2.0 27"-.. 
/7 

.... 1111 . 
.1!27 

o.o .I .I. ... 1.11. ... Ill, ····'I. •• t .. 

20 40 60 80 100 120 140 160 180 
111/z 

80 C9H18 

72 C9H18 

72 C17H34 

200 

200 

Entr~ #11235a~clohexane, <1-111eth~leth~l)- (fro111 NIST2002.L> (SCALED) 
10.0 

8.0 
/'5 

6.0 

4.0 
41"-.. 

12~ 2.0 

.... 1.1.. .. I. II ... /1 .I .. o.o .. 1.1. ... d 1~. ..... 1 I. ......... ..•. 
20 40 60 80 100 120 140 160 180 200 

111/Z 
Entr~ #8125~Cfclohexane, undec~l- (fro111 NIST2002.L) <SCALED) 

10.0 

s.o 

6.0 
5~ 

4.0 41"-.. 

.... 1.IJ 

/'7 
2.0 /7 

... 11111. ... 111. 
12~ r39 r54 

o.o .. Ill. ..... 1 1 •. •• 1 .. •• 1 •• .... . . . .. 
20 40 60 80 100 120 140 160 180 200 

111/z 

Weight 

220 

220 

220 

220 

126 

126 

238 

23~ 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6594.D 

Date 10-JUL-2010 23:24 

Client IDt B7G93 

Sample Info: J1304-12B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Nonane, 4-meth~l­

Heptane, 2,3,4-trimeth~l-

17301-94-9 NIST2002.L 

52896-95-4 NIST2002.L 

18428 

18471 

10.0 
Soan 410 ~.781 min) of S3G6594.D (Subtracted) <SCALED> 

57 

8.o 4~ 

6.0 /70 

4.0 9~ 

.... II. II. 
2.0 67"" .... Ji ?4 I, I. 10~ 
o.o I. . .... 1. I ... ·'' it. . . .. 

20 30 40 50 60 70 80 90 100 110 
mlz 

Entr~ #184~ Nonane, 4-meth~l- (from NIST2002.L) <SCALED> 
10.0 4~ 57 

8.o 

6.0 
/71 

4.0 
9~ 

/29 

.1.11 

2.0 ~8 8~ .!1. (01 ... "II /5 .I. I. o.o I. I. .... I I. •. I I I. 
20 30 40 50 60 70 80 90 100 110 

mlz 

74 C10H22 

64 C10H22 

/12 /23 
1 •• .. ... 

120 130 

/12 127"" 
II .. ,, . 

120 130 

Entr~ #18471, He~r;e, 2,3,4-trimeth~l- (from NIST2002.L) (SCALED> 
10.0 43---

8.0 

6.0 
/71 

4.0 

2~ 2.0 

.... 1.11 

9

~/00 r4 
... I 1 .. ...... L 8~ 

o.o I. I. •••• 1 I I ,I, .II. 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

Weight 

142 

142 

14~ 
.I. 

140 

14~3 
I, 

140 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date t 10-JUL-2010 23t24 

Client IDt B7G93 

Sa11'!ple Infot J1304-12B,,52646,,4 

Volul'fle Injected (uL)t 2.0 

Colul'fln phaset DB-5HS 

Librar~ Search Co11'!pound Hatch 

C~clohexane, 1-l'fleth~l-3-rror~l-

C~clohexane, 1-l'fleth~l-2-rror~l-

3-Hexene, 3-eth~l-2,5-dil'fleth~l-

CAS Nul1'!ber 

4291-80-9 

4291-79-6 
62338-08-3 

Instrul'flentt S3.i 

Operator! HHS SRCt LIHS 

Colul'fln dial'fletert 0.25 

Librar~ Entr~ 

NIST2002.L 17363 

NIST2002.L 17368 

NIST2002.L 17362 

Scan 442 <2.952 l'flin) of S3G6594.D <S~tracted) <SCALED) 
10.0 97 

5~ 
8.0 

6.0 

/1 4.0 ~9 
?3 

2.0 /-11 

II. 67" I J, . .. 1 I, II.. 
10~ 

. . I. I I. o.o .. .... II . "I. 
30 40 50 60 70 80 90 100 110 

11'!/Z 
Entr~ ~~63, C~clohexane, 1-l'fleth~l-3-rror~l- <frol'fl NIST2002.L) 

10.0 
97" 

8.0 

6.0 

4.0 
41" 

~9 /6 8~ 2.0 2~ 

. I. Ill ~8 

..... ,.L ......... 11!.. .. 1 
/-11 

o.o . I. I.. ......•. II 1~. . I. ... 
30 40 50 60 70 80 90 100 110 

11'!/Z 

10.0 
Entr~ ~~68, C~clohexane, 1-l'fleth~l-2-rror~l- <frol'fl NIST2002.L) 

7-

8.0 

6.0 

4.0 
/1 ~9 

2.0 /29 Ill L. ~~~\ 1~.. ?3 
.. 1 

10~ /-11 
o.o I I . I ••• 11 .. l.lo, I. ... 

30 40 50 60 70 80 11'1/Z 90 100 110 

10.0 Entr~ ~~62, 3-Hexene, 3-eth~l-2,5-dil'fleth~l-
~9 

<frol'fl NIST2002.L) 

8.0 
97" 

6.0 

4.0 
/1 

8~ 
2.0 /27 

67" 10~ /-11 .I I. I • I' II '. o.o I 1.. . .I. ... I'' I, II.. . . . '' I. I .... •.•.• 1 I . . ... '.I. . 
30 40 50 60 70 80 90 100 110 

11'!/Z 

Qual it~ Forl'flula Weight 

80 C10H20 140 

72 C10H20 140 

72 C10H20 140 

14~ 

.I .. /-25 15~3 

'· .. 
120 130 140 150 

(SCALED) 

14~ 
12~ /-41 

,, .I. 
120 130 140 150 

<SCALED> 

/-25 14~ /-41 
I, 

120 130 140 150 

<SCALED> 

14~ 
/-25 /-41 

.... .. 1' 
120 130 140 150 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date : 10-JUL-2010 23t24 

Client IDt B7G93 Instrument: S3.i 

Sample Info: J1304-12B,,52646,,4 

Volume Injected <uL): 2.0 Operator: HHS SRCt LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

Sorbic Acid 110-44-1 NIST2002.L 6188 

10.0 
Scan 459 <3.043 min) of S3G6594.D ~ubtracted) <SCALED) 

97 

8.0 
5~ 

6~ 
6.0 

4.0 /1 

/70 111""-
~3 2.0 

.. Jil I. 11(
1

~ I. II II.. . o1.11 I I " Ill II . ,,,,I. I o.o .. ... 
30 40 50 60 70 80 90 100 110 120 

mlz 

10.0 
Entr~ #6188, Sorbic Acid <from NIS~~2.L) <SCALED) 

8.0 /39 
67""- 11~ 

6.0 

4.0 /27 
5~ 

II II. I. 
2.0 

1!11 .. ,,LI.II.I.IIil.ll 7~ ~4 
~~ I o.o dl..lo .. l 1. .. 11, .• 1. I I '· 

30 40 50 60 70 80 
mlz 

90 100 110 120 

Qualit~ Formula Weight 

64 C6H802 112 

14~ 
/25 

.J 15~5 .I '· .. 
130 140 150 

130 140 150 



Data Filet \\Avogaclro\Organics\S3.I\100710A.B\S3G6594.D 

Date 10-JUL-2010 23t24 

Client IDt B7G93 

Sample Infot J1304-12B,,52646,,4 

Volume Injectecl <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compouncl Hatch 

C~clohexane, but~l­

C~clohexane, <2-meth~lprop~l)­

C~clohexane, <1-meth~leth~l)-

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column cliametert 0.25 

CAS Number Librar~ 

1678-93-9 NIST2002.L 
1678-98-4 NIST2002.L 
696-29-7 NIST2002.L 

Entr~ 

17302 
17357 
11222 

10.0 
Scan 508 <3.305 min) of S~~4.D (Subtracted) <SCALED) 

8.0 

67, 

Qualit~ Formula 

81 C10H20 
74 C10H20 
64 C9H18 

Weight 

140 

140 

126 

,, ~5 /H H~ 

o.o-----.---,---_.:....;':..,.;.:..:.11.:..:... ·:__· -T'.!..:.' ·.:...::11:...:..:11-'-. ,.:..·.:..:...· • ...:...:' '.!..:.l.c;.-11 '-'-'1. ·...:..:.· ·..:.:.·'.:..:...·, ;..:.c• I :..:.:.1.:.:...1. ·:...:..;··c.,..:'.!..:_· •.:..:..·'--'':..:.r(.!..:.. ·:..:..:·~·...:...:· "-'-'r:-'1 :...:..;11.:...:..;1 • .!..:.11'-'"'1. ·:.....:•...:..:.· (..:._, :..:..,· ~-5 -'-''---· !.!._'·+'I'-'-· _15_,.~--!....:...:... •• 

10.0 

8.0 

10.0 

8.0 
.-.. 
I'? 
< 6.0 
~ 
v 
..... 4.0 
'11 
s: 

20 30 40 ~ ~ ~ ~ ~ ~ ~ ~ 130 140 150 
mlz 

Entr~5~302, C~clohexane, b8~- (from NIST2002.L) (SCALED) 

Entr~ lU 7357, ~5hexane, <2-meth~lprop~l)- <from NIST2002.L) <SCALED) 

8~ 

69>._ /!)7 

5 2.0 
z 

/27 " / 

o .o--~---'-'-1, :..;-I. __:_:· ".!..'-;' I,..:...:.:, I'-'-. :..._:_;..:.· . '.:..:.:.' II .:..:ell'"-,. ,....-:..· :..:.:..· .. :...:..:.1..:.;..:11...:..:.._ .. __;_:· 'c.:...:..· , ;.:_:_·I :...:..:.1.___:_,..;~:.:..:.:~'-!..!..' II'-'-'-, . ..------,---1...-2~-'-'. '-'--· ~-
14

~-'-'. ·..;..:...1. ---.---

20 30 40 

10.0 
Entr~ 

8.0 

50 60 70 80 90 
mlz 

#11222, C~clohexane, <1-meth~l~th~l)-
_.?35 ."83 

?7 

100 HO 120 130 140 150 

(from NIST2002.L) <SCALED) 

27"" 3~ I 1215\_ 

o.o- __:____,. _ __!..!• 1...:..:.. 1-r-. _·:..:.:· .~l.-'-'-1.:..:...1. _.;..:.· '-'-'-' 1.:..:...1 l:.:..:l.c....,-:.·.:...:..· . .:..:...· . .:..:...' 1.;..:.' ·-..:.c· ·:..!..;' ·...:..:.' -'-'-1-'-. --,-:--=.97--=.~.:.:.;· •. '-r-_
11

__,
1

~c,..:'-'-· --..--"~.1 !-(-.-2_7

_-,-----.--
20 30 40 50 60 70 80 90 100 HO 120 BO 140 150 

mlz 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date 10-JUL-2010 23:24 

Client ID: B7G93 

Sample Info: J1304-12B,,52646,,4 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Bic~clo[2.2.1Jhept-2-ene, 2-meth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

694-92-8 NIST2002.L 5374 

10.0 
Scan 5~~·764 min) of S3G6594.D <Subtracted) <SCALED) 

8.0 

6.0 
131"' 

4.0 

6~ 2.0 /-15 4~ /1 ?5 10~ /5 
o.o .lit I. ,Ill .... d I. ... ,I, I ,I. .... I I • • • ... ·' II .. I .Ill I 

40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ #5374, Bic~~2.2.1Jhept-2-ene, 2-meth~l- (from NIST2002.L) 

8.0 

6.0 

4.0 10~ 

2.0 /39 9~ 
.1:09 

/1 ?5 

o.o ,I, I .Iii .. I 111 L I 1.1. 
40 50 60 70 80 90 100 110 120 130 

mlz 

Qualit~ Formula Weight 

64 C8H12 108 

14~ 
/-51 16~ ~0 

. .. . . I. I 

140 150 160 170 

<SCALED> 

140 150 160 170 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date t 10-JUL-2010 23t24 

Client IDt B7G93 

Sample Infot J1304-12B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Naphthalene, decah~dro-2-meth~l-

1-Heth~ldecah~dronaphthalene 

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

2958-76-1 NIST2002.L 

2958-75-0 NIST2002.L 

Entr~ 

24327 

24317 

10.0 --67 
Scan 630 <3.95~n) of S3G6594.D <Subtracted) <SCALED) 

52 

8.0 ~5 

6.0 
~1 

13~ 

4.0 

II.~..J1 IL.I 
2.0 

,II ~. .. uiJ1iii.M I~~ 1.. .1Ji1l. .. ,.II t ... 'ill. ul,~ ... , 
_?78 

o.o 111.1. ' 
40 60 80 100 120 140 160 180 200 220 240 260 

mlz 
Entr~ #24327, Naphthalene, decah~dro-2-meth~l- (from NIST2002.L) 

10.0 ~1 /'7 

8.0 15~ 

6.0 

4.0 
_?09 

J. .. 1I1.. .... J 
2.0 

1 ..... 1.111. ...... .111 ........... 11. 1. •• ..1111 o.o IL .. .II .. I .. 
40 60 80 100 120 140 160 180 200 220 240 260 

mlz 

Qualit~ Formula 

64 C11H20 

64 C11H20 

280 300 320 

(SCALED) 

280 300 320 

~1 
Entr~ #24317, 1-Heth~ldecah~dronaphthalene (from NIST2002.L) <SCALED) 

10.0 
/'7 

8.0 15~ 

6.0 

4.0 
~6 

J. ... lli.. .... J 2.0 

1.. ..... .111. ...... ..11 1 .. ..1111 o.o h ..... II 1 .. ..1.11 .I. 
40 60 80 100 120 140 160 18~/z 200 220 240 260 280 300 320 

Weight 

152 

152 

340 

340 

340 

~ 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6594.D 

Date 10-JUL-2010 23:24 

Client ID: B7G93 

SaMple Info: J1304-12B,,52646,,4 

VoluMe Injected (uL>: 2.0 

Column phase~ DB-5HS 

Librar~ Search CoMpound Hatch 

C~clohexane, pent~l-

InstruMent: S3.i 

Operator: HHS SRC: LIHS 

Column diameter~ 0.25 

CAS Number Librar~ Entr~ 

4292-92-6 NIST2002.L 25840 

10.0 
Scan 633 <3.972 Min) ~~3G6594.D (Subtracted) (SCALED) 

8.0 

6.0 
/5 

4.0 
11~ 

~1 2.0 /70 10~ 13~ 
.11.1. o.o . . I I d .. , I I .I. I, •• 1111 '·' I ... ' 

20 30 40 50 60 70 80 90 100 110 120 130 
MIZ 

10.0 
Entr~ #25840, C~oloh~~, pent~l- (froM NIST2002.L) (SCALED) 

8.0 

6.0 
5~ 

4.0 
41"' 

67"' 2.0 2~ 

.1.111. 
97"' 

... 1111. 
111"' 12~ 

.I .I. 1~. I. o.o ... II •••• 1 .. 1 .. .... .. 
20 30 40 50 60 70 80 90 100 110 120 130 

MIZ 

Qualit~ Formula Weight 

64 C11H22 154 

/-54 
14~ 

1 •. 
177"' 

.. I. 
140 150 160 170 

15~ 

I. 
140 150 160 170 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6594.D 

Date 10-JUL-2010 23t24 

Client ID! B7G93 

Sample Infot J1304-12B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

4-H~drox~-4'-nitrostilbene 

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

19221-08-0 NIST2002.L 82955 

10.0 ~7 
Soan 652 <4.074 min) of S3G6594.D <Subtracted) <SCALED) 

8.o 

6.0 
11~ 

13~ ~3 
4.0 

/71 9~ 

2.0 

l .... lo~,lli ..... l,,,,l!i ... I.. .. J ....... ,I.Iiolol 

/45 

.olol.ll .. 111. 
/60 

o.o 1. ... lntutl I ...• .I. • I of, I." .... 
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 

Qualit~ Formula Weight 

62 C14H11N03 241 

190 200 210 220 230 240 

10.0 
Entr~ #82955, 4-H~drox~-4'-nitrostilbene (from NIST2002.L) <SCALED) 

241/": 

8.o 

6.0 

4.0 
/65 

2.0 15~ 

... II ... 
/94 

/15 13~ /77 /211 
51" ~3 8~ 10~ "ff4 

o.o .. . II,, 1, ...... ...... I ooololoo • ····"· .. .. ··'···· . ...... .. I .... .• I ..... ..Ito ..... .. 1,. .I . .. .. ,t,-; 
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 

mlz 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6595.D 
Report Date: 04-Aug-2010 12:45 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6595.D 
J1304-13A Client Smp ID: B7G94 
10-JUL-2010 23:50 
MMS SRC: LIMS 
J1304-13B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 15 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1. 000 
2.000 

500.000 
2.000 

30.400 
25.000 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
%" Moisture 

Cpnd Variable Local Compound Variable 

ISTD RT AREA AMOUNT 
============================== ====== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.151 282839 40.000 

* 25 Naphthalene-dB 4.273 560364 40.000 

* 46 Acenaphthene-d10 5.934 580416 40.000 

* 65 Phenanthrene-d10 7.350 596912 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.371 80662 11.4073941 250 0 0 8 

Unknown CAS #: 

2.569 154157 21.8012984 480 0 0 8 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G659S.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.612 136804 19.3473032 420 0 0 8 

Unknown CAS #: 

2.713 78854 11.1517097 240 0 0 8 

Unknown CAS #: 

2.756 292061 41.3041514 910 0 0 8 

Unknown CAS #: 

2.868 113999 16.1220309 350 0 0 8 

Cyclohexane, 1,1-dimethyl- (j #: 590-66-9 

3.039 115635 16.3533991 360 NIST2002.L 6575 8 

Unknown CAS #: 

3.124 139885 19.7829385 430 0 0 8 

Unknown CAS #: 

3.205 151682 21.4513799 470 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.242 220902 31.2406592 690 91 NIST2002.L 13636 8 

Unknown CAS #: 

3.295 188676 26.6831872 590 0 0 8 

1-Ethyl-2,2,6-trimethylcyclohexane 

0 
#: 71186-27-1 

3.376 79904 11.3002432 250 NIST2002.L 25878 8 

Unknown CAS #: 

3.408 68381 9.67068027 210 0 0 8 

Naphthalene, decahydro- CAS #: 91-17-8 

3.466 222520 31.4694087 690 95 NIST2002.L 16287 8 

Unknown CAS #: 

3.546 125470 17.7443417 390 0 0 8 

Unknown CAS #: 

3.664 95597 13.5195646 300 0 0 8 

Unknown CAS #: 

3. 717 220518 15.7410600 350 0 0 25 

Phenol, p-tert-butyl- CAS #: 98-54-4 

4.930 121471 8.67085011 190 87 NIST2002.L 22637 25 

Phthalic anhydride CAS #: 85-44-9 

5.042 106479 7.60067629 170 90 NIST2002.L 22148 25 

Phenol, 2-(1,1-dimethylethyl)-5-methyl- CAS #: 88-60-8 

5.315 217283 14.9742983 330 93 NIST2002.L 31880 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6595.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Dodecane, 2,6,10-trimethyl- CAS #: 3891-98-3 

5.352 110651 7.62562737 170 90 NIST2002.L 64590 46 

Unknown CAS #: 

5.657 300534 20.7115958 450 0 0 46 

Unknown CAS #: 

5.854 291058 20.0585840 440 0 0 46 

Unknown CAS #: 

6.330 367718 25.3416287 560 0 0 46 

Stannane, tributylchloro- CAS #: 1461-22-9 

6.650 7055213 472.780794 10000 91 NIST2002.L 130451 65 

Heptadecane, 2-methyl- g #: 1560-89-0 

6.698 368865 24.7182016 540 NIST2002.L 91044 65 

Naphthalene, 1,6-dimethyl-4-(1-methyleth CAS #: 483-78-3 

6.864 522884 35.0392929 770 97 NIST2002.L 55045 65 

Dodecyl acrylate CAS #: 2156-97-0 

6.901 270884 18.1523807 400 86 NIST2002.L 82423 65 

n-Hexadecanoic acid CAS #: 57-10-3 

8.082 1898351 127.211443 2800 98 NIST2002.L 92227 65 

Unknown CAS #: 

8.755 570547 38.2332564 840 0 0 65 

Unknown CAS #: 

9. 770 19319848 1294.65294 28000 0 0 65 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6595.D 

Date : 10-JUL-2010 23:50 

Client ID: B7G94 

Sample Info: J1304-13B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, 1,1-dimeth~l- 590-66-9 NIST2002.L 6575 64 C8H16 

10.0 
Scan 459 <3.039 min) of S3G6595.D (Subtra~~) <SCALED) 

8.0 

6.0 /5 

/1 4.0 
6~ 

111 
2.0 

.11.111 

8~ 9~ 14~ /-12 /-25 

o.o .II II 1~~. ... ill. II II I" I I II I ,,,, I. 
20 30 40 50 60 70 80 90 100 110 120 130 140 

mlz 

10.0 
Entr~ #6575, C~clohexane, 1,1-dimeth~l- (from~IST2002.L) <SCALED) 
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Data File: \\Avogaclro\Organios\S3.I\100710A.B\S3G6595.D 

Date : 10-JUL-2010 23!50 

Client ID! B7G94 

Sample Info! J1304-13B,,52646,, 

Volume Injectecl <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter: 0.25 

CAS Nur~ber Librar~ Entr~ 

71186-27-1 NIST2002.L 25878 

10.0 
Scan 52~~·376 min) of S3G6595.D <Subtracted) <SCALED> 

8.0 

6.0 /1 5~ ~3 

4.0 
/70 
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30 40 50 60 70 80 90 100 110 120 
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Qualit~ Formula 

72 C11H22 

13~ 

/25 Ill I. I 
130 140 

10.0 
Entr~ #25878, 1-E~~-2,2,6-trimeth~lc~clohexane (from NIST2002.L) <SCALED> 

8.0 /1 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3GG535.D 

Date 10-JUL-2010 23t50 

Client IDt B7G94 

SaMple Infot J1304-13B,,52G4G,, 

VoluMe Injected <uL)t 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpound Hatch 

Heptadecane, 2-Meth~l­
Tetradecane, 2-Meth~l-
Hexadecane, 2,G,10,14-tetraMeth~l-

InstruMentt S3.i 

Operatort HHS SRCt LIHS 

ColuMn diaMeter: 0.25 

CAS NuMber Librar~ 

15G0-83-0 NIST2002.L 
15G0-35-8 NIST2002.L 
G38-3G-8 NIST2002.L 

Entr~ 

31044 
G4573 
107GGG 

10.0 57/: 
Scan 1144 <G.G38 Min) of S3GG595.D (Subtracted) <SCALED) 

8.o 
/71 

G.o 

4.0 ?5 

Qualit~ ForMula 

81 C18H38 
74 C15H32 
74 C20H42 

Weight 

254 
212 
282 

/13 2.0 1G~ /77 2G7"" /2G9 

.. .IL. 
/41 21~ /233 

aull .. ,,II .. ,, .. .ll .. , .. lllllllll .I...,.L .• u ...•... o.o • 11 •• l.t. t.lt. . .t .. ,1.,. ,,,,ul,J.t , ' ' ''''"'· loo Ito • olll.h. ol .... 111.1,,11 
20 40 GO 80 100 120 140 1GO 180 200 220 240 2GO 280 
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Entr~ #91044, Heptadecane, 2-Meth~l- (froM NIST2002.L) (SCALED) 
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Entr~ #G4579, Tetradecane, 2-Meth~l- (froM NIST2002.L) <SCALED) 
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/ntr~ #107GGG, Hexadecane, 2,G,10,14-tetraMeth~l- (froM NIST2002.L) (SCALED) 
10.0 57 

8.o /71 
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4.0 ?5 

/29 /13 2.0 

.. .II,. .1.1. 
141""- /55 /83/97 

.. .II, ..• 11 . 
/225 25~ 28~ 

o.o ,,I, .• lit 

··"'· 
... 11. .• 1. ,I ... ,I, ,,, .. . ... . . 

20 40 GO 80 100 120 140 1GO 180 200 220 240 2GO 280 
MIZ 

ull 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 
Report Date: 04-Aug-2010 12:45 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 
J1304-14A Client Smp ID: B7G95 
11-JUL-2010 00:15 
MMS SRC: LIMS 
J1304-14B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 16 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1.000 
2.000 

500.000 
2.000 

30.400 
22.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.152 327634 

* 25 Naphthalene-dB 4.279 518851 

* 46 Acenaphthene-d10 5.940 412314 

* 65 Phenanthrene-d10 7.350 541073 

* 77 Chrysene-d12 9.861 809604 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

1-Ethyl-3-methylcyclohexane (c,t) 

2.377 183995 22.4634415 470 NIST2002.L 11251 8 

Nonane, 4-methyl-5-propyl- : 62185-55-1 

2.569 196809 24.0278564 510 45623 8 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.612 284772 34.7669767 730 0 0 8 

Unknown CAS #: 

2.756 362831 44.2969493 930 0 0 8 

Unknown CAS #: 

2.868 290415 35.4558773 750 0 0 8 

Branched Alkane CAS #: 

3.039 220414 26.9096572 570 0 0 8 

Unknown CAS #: 

3.130 383834 46.8611374 990 0 0 8 

Branched Alkane CAS #: 

3.205 282169 34.4491921 730 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.242 580609 70.8848716 1500 95 NIST2002.L 13631 8 

Unknown CAS #: 

3.296 309293 37.7606476 BOO 0 0 8 

Decane, 3-methyl- 0 #: 13151-34-3 

3.323 173700 21.2065791 450 NIST2002.L 27132 8 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.472 433366 52.9083542 1100 98 NIST2002.L 16320 8 

4,4-Dimethylpent-2-enal 0 #: 1000195-01-6 

3. 723 336071 25.9088933 550 NIST2002.L 6333 25 

trans-Decalin, 2-methyl- CAS #: 1000152-47-3 

3.846 427047 32.9225125 690 96 NIST2002.L 24310 25 

Unknown CAS #: 

3.899 243355 18.7610447 400 0 0 25 

Branched Alkane CAS #: 

4.428 228548 17.6195367 370 0 0 25 

Dodecane, 4,6-dimethyl-

(2 
#: 61141-72-8 

4.776 282056 21.7446512 460 NIST2002.L 55028 25 

Phenol, p-tert-butyl- #: 98-54-4 

4.936 303372 23.3879732 490 94 NIST2002.L 22637 25 

Unknown CAS #: 

5.198 212456 20.6110309 430 0 0 46 

Phenol, 2-(1,1-dimethylethyl)-5-methyl- CAS #: 88-60-8 

5.320 353039 34.2494061 720 96 NIST2002.L 31880 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 
Report Date: 04-Aug-2010 12:45 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

5.353 248355 24.0936892 510 0 0 46 

Unknown CAS #: 

5.459 382279 37.0860790 780 0 0 46 

Unknown CAS #: 

5.662 237624 23.0527122 490 0 0 46 

Naphthalene, 1,2,3,4-tetrahydro-1,6-dime 

CJ 
#: 483-77-2 

6.138 141352 13.7130147 290 NIST2002.L 57467 46 

Naphthalene, 1,6-dimethyl-4-(1-methyleth #: 483-78-3 CAS 

6.864 460345 34.0319626 720 98 NIST2002.L 55044 65 

Branched Alkane CAS #: 

6.944 263305 19.4653900 410 0 0 65 

Unknown CAS #: 

7.981 778435 57.5474133 1200 0 0 65 

Unknown CAS #: 

8.077 4755238 351.540813 7400 0 0 65 

Imidazolo[2,1-b]thiazole, 5-(3-indolyl)-

G 
#: 327097-37-0 

8.157 518229 38.3111498 810 NIST2002.L 81635 65 

18-Norabietane #: 1000293-16-6 

8.195 5179468 382.902938 8100 90 NIST2002.L 95827 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.296 758691 56.0878385 1200 99 NIST2002.L 92361 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.387 589325 43.5670834 920 94 NIST2002.L 83831 65 

Tricyclo[3.3.3.0(1,5)]undec-6-ene-2,3,6- CAS #: 118894-71-6 

8.590 558502 41.2884288 870 91 NIST2002.L 71615 65 

Octadecanoic acid CAS #: 57-11-4 

8.809 595264 29.4101129 620 99 NIST2002.L 108843 77 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

9.028 756510 37.3767639 790 99 NIST2002.L 78744 77 

Phosphoric acid, tris(2-ethylhexyl) este CAS #: 78-42-2 

9.749 2659948 131.419648 2800 91 NIST2002.L 162431 77 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 

Date t 11-JUL-2010 00!15 

Client IDt B7G95 

Sample Infot J1304-14B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

1-Eth~l-3-meth~lc~clohexane <c,t) 

cis-1-Eth~l-3-meth~l-c~clohexane 

C~clohexane, 1-eth~l-4-meth~l-, trans-

Scan 335 
10.0 

8.0 

6.0 

4.0 
r1 

2.0 

o.o I, II. 
20 30 40 

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

3728-55-0 NIST2002.L 

19489-10-2 NIST2002.L 

6236-88-0 NIST2002.L 

Entr~ 

11251 

11249 

11262 

<2.377 min) of S3G6596.D (Subtracted) <SCALED)/": 
97 

5~ 

/'9 

67"" 8~ 

I,, I I I ,,II I. 
·'' I 

.I I 1 I I 
50 60 mlz 70 80 90 

Qualit~ Formula 

74 C9H18 

74 C9H18 

72 C9H18 

~8 
/11 

I I 

100 110 

Entr~ #11251, 1-Eth~l-3-meth~lc~clohexane (c,t) (from NIST2002.L~<SCALED) 
10.0 97 

/5 
8.o 

6.0 

4.0 
41"" 6~ 

2.0 2~ 
I ,,,I, 7~ ?1. I r3 I /11 /4 

o.o .1.1 I, II ···' I. I I I' lo I I 

20 30 40 50 60 
m/z70 

80 90 100 110 

Entr~ #11249, cis-1-Eth~l-3-meth~l-c~clohexane (from NIST2002.L)~SCALED) 
10.0 

/5 
97 

8.o 

6.0 

41"" 4.0 
6~ 

111 
2.0 /29 5~ 

•. 1.1, 

81"" 

I /11 ?3 
o.o I I I .•. 1 I. I I I,,, I I 

20 30 40 50 60 mlz 70 80 90 100 110 

Entr~ #11262, C~c 1 ohexane, ~~h~ 1-4-meth~ 1-, trans- (from NIST2002.L) (SCALED) 
10.0 97~ 

8.0 

6.0 

4.0 41"" 
6~ 

/29 

.. 11. 
81"" 2.0 5~ 

I, l1l I, ?3 /11 
o.o II ... 1 .. , I., I I 

20 30 40 50 60 70 80 90 100 110 
mlz 

Weight 

126 

126 

126 
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120 
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17 
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Data File! \\Avogadro\Organios\S3.I\100710A.B\S3G6596.D 

Date 11-JUL-2010 00!15 

Client ID! B7G95 

Sample Info! J1304-14B,,52646,, 

Volume Injected (uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Nonane, 4-meth~l-5-prop~l-

Soan 371 
;'"---57 71"" 10.0 

8.0 
r3 

6.0 

4.0 

.I. 
2.0 

.I, I o.o I Ill. I I 

30 40 50 60 70 

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

62185-55-1 NIST2002.L 45623 

(2.569 min) of S3G6596.D <Subtracted) <SCALED) 

8~ 9~ 11~ 12~ 
14~ 

Ill .d I . ,,, id . Ill II I 

80 90 100 110 120 130 140 
mlz 

Qual it~ Formula 

64 C13H28 

150 160 

En~l45623, Nonane, 4-meth~l-5-prop~l- (from NIST2002.L) <SCALED) 
10.0 

r3 /71 
8.0 

6.0 

4.0 11~ 

/29 

.. JI J 8~ 2.0 

... J . .I. I. 141"" 
... 1111 . 

r7 127"" 
o.o 1.. . .... 1 I ····· .. ... 

30 40 50 60 70 80 90 ~~~ 110 120 130 140 150 160 

Weight 

184 

170 180 

18~ 

170 180 



,.... 
£") 

< 
0 
..-1 

~ 
.... 
IU 
E 
!.. 
0 :z: 

,.... 
£") 

< 
0 
..-1 
X 

v 

.... 
IU 
E 
!.. 
0 :z: 

Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6596.D 

Date 11-JUL-2010 00!15 

Client IDt B7G95 

Sample Info! J1304-14B,,52646,, 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Decane, 3-meth~l-

10.0 
Scan 5~ 

57 

8.0 
r3 

6.0 

4.0 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ Entr~ 

13151-34-3 NIST2002.L 27132 

<3.323 min) of S3G6596.D <Subtracted) <SCALED) 

71""' 
97""' 

8~ 

Qualit~ Formula 

68 C11H24 

127""' 
2.0 /8 

1!1 
/12 II, I. I /38 

II I. o.o ' 
,,, I II lo ' I lo ,, ' 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ lf~32, Decane, 3-meth~l- (from NIST2002.U (SCALED) 
10.0 57 

8.o r3 
71""' 

6.0 
/5 

/29 4.0 

/26 2.0 

.. J 8~ /8 /4 I .. I I, /12 II. ,,d I o.o ,, I .oil I .lit 
20 30 40 50 60 70 80 90 100 110 120 130 140 

mlz 

Weight 

156 

15~ 56 

, I , 
150 

~6 
' 

150 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G65~6.D 

Date 11-JUL-2010 00:15 

Client ID: B7G~5 

Sample Info: J1304-14B,,52646,, 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

4,4-Dimeth~lpent-2-enal 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

10001~5-01-6 NIST2002.L 6333 

5~Scan 587 (3.723 min) of S3G65~6.D (Subtracted) (SCALED) 
10.0 

~7""-
8.0 

/3 

6.0 
/1 6~ 

4.0 

/71 
iii""' 2.0 

~~ I I, II /13 I, .. 1l o.o .II I' II. I, . . I. Ill I 

30 40 50 60 70 80 ~0 100 110 120 
mlz 

Qualit~ Formula 

60 C7H120 

/37 
/25 

,I I ... 
130 140 

Entr~ #6333, 4,4-Dimeth~lpent-2-enal <from NIST2002.U <SCALED) 
10.0 ~1 

8.0 /3 
~7""-

5~ 

6.0 

6~ 
4.0 

11~ /27 

IJ 

7~ 2.0 

.1.1 . 
1/13 II.L o.o ·' II. I 'I I 1 I. II I .1., I I. I L. I I I 

30 40 50 60 70 80 ~0 100 110 120 130 140 
mlz 

Weight 

112 

15~ 

.15 

150 

150 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6536.D 

Date : 11-JUL-2010 00:15 

Client ID! B7G35 

Sample Info! J1304-14B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Dodecane, 4,6-dimeth~l- 64 C14H30 

Hethox~acetic acid, 2-eth~lhex~l ester 

61141-72-8 NIST2002.L 

1000282-41-4 NIST2002.L 

55028 

57148 64 C11H2203 

10.0 
Sca~84 <4.776 min) of S3G6536.D (Subtracted) (SCALED) 

--57 71 

8.0 

6.0 
~3 

4.0 

/13 
./4 2.0 13~ 

.... II ~3 
1 •••• 11.. ... 1 ... 

/47 /61177"' 

o.o I I. I ' ..... II I ..... ,II. lol .1.1. o I ..... I, I. ,,, ••• •• 1 ldl ,,, . .. 
30 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 

mlz 
Entr~ #55028, Dodecane, 4,6-dimeth~l- (from NIST2002.L> (SCALED) 

10.0 ~7 /71 

8.0 ~3 

6.0 

4.0 
./5 

/23 

I. ........ J . 
/13 2.0 

. . .. 1.11 1. ........ 1l 
~3 /27 15~/55 .. .~.I. . ....... ..11 .. II .. 18~ 

o.o . .. . . '.I. . • ••• 11 . . . .... • ..• 1 •• ... ... 
30 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 

mlz 
Entr~ ~i8, Hethox~acetic acid, 2-eth~lhex~l ester (from NIST2002.L) (SCALED) 

10.0 

8.0 
/71 

~5 
6.0 

4.0 11~ 

.. 1.(~
3 

... 1.11 
2.0 

.. J ~1 1/14 14~ 157""-/58 

o.o . ,, I. I I I •• I 0 I l.u .. .. IL ... " ....... I. ..I. . . .. 
30 40 50 60 70 80 30 100 m/;10 120 130 140 150 160 170 180 

Weight 

138 

202 

~8 

130 200 

13~ 
... 

130 200 

130 200 
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Data Filet \\Avogaclro\Organics\S3.I\100710A.B\S3G6596.D 

Date t 11-JUL-2010 00t15 

Client IDt B7G95 

Sample Info: J1304-14B,,52646,, 

Volume Injectecl (uL)t 2.0 

Column phase! DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column cliameter: 0.25 

Librar~ Search Compouncl Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Naphthalene, 1,2,3,4-tetrah~clro-1,6-clime 483-77-2 NIST2002.L 57467 68 C15H22 

Soan 1039 <6.138 min) of S3G6596.D ~tractecl) (SCALED) 
10.0 59 

8.0 

6.o 

4.0 

12~ /44 

1 .... :::76··· 

2.0 /'6 91"" /05 /202 
r3 

.~I .... /216 

o.o • l.t•l.. Ill ol.llo •• 111<111 .• 1.1 .•. 11 ••••• 1 ... 1 ••••• l .... ~ •• lt1.1, ...• 11~11 .. L1h ..... ... I, .......... , . 
40 60 80 100 120 140 160 180 200 220 240 

mlz 
Entr~ #57467, Naphthalene, 1,2,3,4-tetrah~clro-1,6-~th~l-4-(1-meth~leth~l)-, <iS-cis)- (f 

10.0 15 

8.0 

6.0 

4.0 

20~ 2.0 /29 /28 6~ 77"" ~1 /05 
1 .• (64 

/203 

o.o ,,,,. o.l.t .... .. ...... ...... .I ... .. .1 .. Idol. ,11,1 •. . Ioiii. . .. "'' I. 
40 60 80 100 120 140 160 180 200 220 240 

mlz 

Weight 

202 

26~ 

. '''" 
260 

260 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6596.D 

Date : 11-JUL-2010 00!15 

Client ID: B7G95 

Sal'llple Info: J1304-14B,,52646,, 

Volu!'lle Injected <uL)! 2.0 

Colu!'lln phase: DB-5HS 

Instru!'llent: S3.i 

Operator: HHS SRCt LIHS 

Librar~ Search Co!'llpound Hatch CAS Nu!'llber Librar~ Entr~ Qualit~ Forl'llula 

I!'llidazolo[2,1-bJthiazole, 5-(3-indol~l)- 327097-37-0 NIST2002.L 81635 72 C13H9N3S 

10.0 

8.0 

6.0 

4.0 

2.0 r1 

o.o .• 1.1.. 
40 

10.0 

8.0 

6.0 

4.0 

2.0 4~ 

o.o •. ••• h •. II .. 
40 

Soan 1417 <8.157 !'llin) of S3G6596.D <Subtracted) <SCALED) 
23V. 

"''''· 

77""-. 91""-. 11~ 141""-. 15~ /65 19~ /208 

,,,,,,,, .. .i.JI,, ..... lo~.l,,,,,,,,l .. l .I.I. •. J ..... dl ....... , . .1 ......... h.! .. I. .1.1!1,,,, . ""''"" ''""'"" ..... 11... • ......... . 
240 260 

Entr~ #81635, Il'llidazolo[2,1-bJthiazole, 5-(3-indol~l)- (frol'll NIST2002.L) <SCALED> 
23V, 

/.1.06 /.1.42 
~8 8~ / /19 / 17~ /86 /211 

111 ••• IIi 111. ... "" llu ....... ulh ........... u .. I ... ..J!I..i ...... lh ...... ,,hl ......... lll ................... ·"'""'"· ............... I .. .. 
60 80 100 120 140 I'IIIZ 160 180 200 220 240 260 

Weight 

239 

28~ 

280 

280 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 
Report Date: 04-Aug-2010 12:46 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 
J1304-15A Client Smp ID: B7G96 
11-JUL-2010 00:41 
MMS SRC: LIMS 
J1304-15B 11 52646 1 ,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 17 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name 

DF 
Uf 
Vt 
Vi 
Ws 
M 

Cpnd Variable 

ISTD 

Value 

4.000 
2.000 

500.000 
2.000 

30.000 
35.000 

Description 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 lowr 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA AMOUNT 
============================== ====== ====== ====== 

* 46 Acenaphthene-d10 5.935 660210 40.000 

* 65 Phenanthrene-d10 7.351 617115 40.000 

* 77 Chrysene-d12 9.856 1176316 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, 1-ethyl-2-rnethyl-, trans- #: 4923-78-8 

2.377 960847 58.2146022 6000 NIST2002.L 11263 46 

Heptane, 2,4,6-trirnethyl-

2.441 484346 29.3449144 3000 NIST2002.L 18468 46 

Pentalene, octahydro-1-rnethyl-

2.473 518112 31.3907079 3200 NIST2002.L 10363 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 
Report Date: 04-Aug-2010 12:46 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Cyclohexane, propyl- 1678-92-8 

2.553 1980674 120.002564 12000 IST2002.L 11176 46 

Nonane, 3-methyl-

2.575 2582264 156.450903 16000 18429 46 

Unknown 

2.617 1973063 119.541445 12000 0 0 46 

Unknown CAS #: 

2.724 1964651 119.031766 12000 0 0 46 

Unknown CAS #: 

2.767 2329807 141.155406 14000 0 0 46 

Unknown CAS #: 

2.804 758538 45.9573103 4700 0 0 46 

Octane, 1,1'-oxybis-

6 
#: 629-82-3 

2.852 1348408 81.6956022 8400 NIST2002.L 83808 46 

Unknown #: 

2.874 1492645 90.4344995 9300 0 0 46 

3-Hexene, 3-ethyl-2,5-dimethyl- (j #: 62338-08-3 

3.045 1925026 116.630996 12000 NIST2002.L 17362 46 

Unknown CAS #: 

3.130 2602542 157.679503 16000 0 0 46 

Branched Alkane CAS #: 

3.221 4563470 276.485728 28000 0 0 46 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.253 5733462 347.371693 36000 95 NIST2002.L 13631 46 

Cyclic Alkane CAS #: 

3.301 6349393 384.688931 39000 0 0 46 

Benzene, 1,3-diethyl- CAS #: 141-93-5 

3.387 2061553 124.902777 13000 93 NIST2002.L 14331 46 

Unknown CAS #: 

3.451 1202510 72.8561188 7500 0 0 46 (L) 

Naphthalene, decahydro- , trans- CAS #: 493-02-7 

3.477 3646054 220.902446 23000 97 NIST2002.L 16319 46 (L) 

Decane, 3-methyl- 01 #: 13151-34-3 

3.547 1089719 66.0224833 6800 NIST2002.L 27124 46 

Unknown #: 

3.680 2018730 122.308217 13000 0 0 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 
Report Date: 04-Aug-2010 12:46 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

3. 729 963580 58.3801798 6000 0 0 46 

Bicyclo[2.2.1)hept-2-ene, 2-methyl-

f) 
#: 694-92-8 

3.766 993394 60.1864756 6200 NIST2002.L 5374 46 

1,2,4,5-tetramethyl- #: Benzene, CAS 95-93-2 

3.851 3319878 201.140545 21000 96 NIST2002.L 14361 46 

Hexane, 3,3-dimethyl- #: 563-16-6 

3.905 655805 39.7330499 4100 NIST2002.L 7449 46 

Cyclohexane, pentyl- #: 4292-92-6 

3.974 661206 40.0603042 4100 NIST2002.L 25840 46 

Unknown CAS #: 

4.070 1028129 62.2909451 6400 0 0 46 

Undecane, 2,6-dimethyl-

f) #: 17301-23-4 

4.434 836392 50.6742643 5200 NIST2002.L 45584 46 

18-Norabietane CAS #: 1000293-16-6 

8.184 1109418 71.9098935 7400 89 NIST2002.L 95827 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.291 767465 49.7452898 5100 98 NIST2002.L 92361 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta CAS #: 6566-19-4 

8.590 1199548 77.7518714 8000 94 NIST2002.L 81281 65 

Unknown CAS #: 

9.023 573824 19.5125539 2000 0 0 77 

QC Flag Legend 

L Operator selected an alternate library search match. 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date ! 11-JUL-2010 00!41 

Client ID! B7G96 

Sample Info: J1304-15B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

C~olohexane, 1-eth~l-2-meth~l-, trans­

C~olohexane, 1-eth~l-2-meth~l-

3,5-Dimeth~l-3-heptene 

4923-78-8 NIST2002.L 

3728-54-9 NIST2002.L 

59643-68-4 NIST2002.L 

11263 

11242 

11185 

10.0 
Soan 335 <2.377 min) of S3G6597.D <Subtraoted)~SCALED) 

97 

8.0 5~ 

6.0 
?9 

r1 
4.0 

/3 2.0 

.1 
67"'-. 

II. I!. I .l1,, /9 
, ,,II . ''"II II' o.o ,,, d I. 

20 30 40 50 60 70 80 90 100 
m/z 

76 C9H18 

68 C9H18 

64 C9H18 

12~ 

. II. /13 .. ' 

110 120 

10.0 
Entr~ #11263, C~olohexane, 1-eth~l-2-meth~l-, trans- (from ~~002.L) (SCALED) 

5~ 
8.0 

6.0 

4.0 41"'-. 

?9 
/29 /6 12~ 2.0 

130 

.... ,,I~. 81"'-. 
/5 .IJ .L L /1 /11 1(27 

o.o '. II. , ,,I • •• 1 ••• I. I 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

Entr~ #11242, C~olohexane, 1-eth~l-2-meth~l- <from NIS~002.L) <SCALED) 
10.0 

5~ 
97 

8.0 

6.0 

4.0 r1 
?9 

Ll11. 
2.0 /29 

67"' I /8 12~ 
/1 

I L /11 

o.o I .I . ,,I ' I 'II I. I ' I oil I ' I. 
20 30 40 50 60 70 80 90 100 110 120 130 

rq/z 

10.0 
Entr~ #11185, 3,5-Dimeth~l-3-heptene (from NIST2003>L) <SCALED) 

5~ 97 

8.0 

6.0 

4.0 ?9 

41"'-. 12~ 

126 

126 

126 

2.0 /29 

.1.1,1 .. 
/8 

1(28 
/7 /1 /11 /5 

o.o .I .I .. , "I , II. . ' '.I, I" , . ····'··· .. . '' I. .. I . 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

~0 

140 

140 

140 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 

Date t 11-JUL-2010 00t41 

Client IDt B7G96 

Sample Infot J1304-15B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Heptane, 2,4,6-trimeth~l­

Hexane, 2,4-dimeth~l-

Hexane, 1-<hex~lox~)-2-meth~l-

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2613-61-8 NIST2002.L 

589-43-5 NIST2002.L 

74421-17-3 NIST2002.L 

Entr~ 

18468 

7447 

56274 

10.0 
~~n 347 <2.441 min) of S3G6597.D <Subtracted) (SCALED) 

8.0 
57"" 

/5 

6.0 

4.0 

.l1 

6~ /71 
2.0 9~ 

Ill. o.o I I I I II. 
20 30 40 50 60 70 80 90 100 

m!z 

Qualit~ Formula 

81 C10H22 

72 C8H18 

72 C13H280 

r13 127"" 
I 

110 120 130 

~~ #18468, Heptane, 2,4,6-trimeth~l- (from NIST2002.L) <SCALED) 
10.0 

8.0 57"" 8~ 

6.0 

4.0 

/71 /27 

.. ,.II Ill 

9~ 2.0 

Ll ~8 r5 1,1 l1l. I roo 127"" 
o.o I I ' I I . 

20 30 40 50 60 70 80 90 100 110 120 130 
m!z 

10.0 
~tr~ #7447, Hexane, 

4 
57"" 

2,4-dimeth~l- (from NIST2002.L) <SCALED) 

8.0 
/5 

6.0 

4.0 

/29 /71 
7~ 2.0 

.1.1. 
r5 . ... dl .. 9~ 11~r15 

.. I. I lo ... 1.1 I. .I I. o.o . . .. ··'· .I. 

20 30 40 50 60 70 80 90 100 110 120 130 
m!z 

10.0 
Entr~ ~l4, Hexane, 1-(hex~lox~)-2-meth~l- <from NIST2002.L) <SCALED) 

8.0 
57"" /5 

6.0 

4.0 

/29 

,.I, 
6~ 2.0 ~8 

11~ r17 
.... 1 

8

~\.11 .I d .. 1 •• ... II. I. • I II. ... o.o II I 

20 30 40 50 60 70 80 90 100 110 120 130 
m!z 

Weight 

142 

114 

200 

14~ 
. I 

140 

~2 
I 

140 

140 

140 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date t 11-JUL-2010 00t41 

Client IDt B7G% 

Sample Infot J1304-15B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Pentalene, ootah~dro-1-meth~l-

Soan 353 
10.0 

8.o 

6.0 

4.0 
/'5 

/39 
5~ 2.0 

I I I I II o.o 
35 40 45 50 55 60 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

32273-77-1 NIST2002.L 10363 

<2.473--:min) of S3G6597.D <Subtracted) <SCALED) 
67 82--

/6 

... II I, 77""-. 
II I 9~111. 

65 70 75 80 85 90 95 100 
mlz 

Qualit~ Formula 

64 C9H16 

10~ 
/11 

I. I 

105 110 115 

10.0 
Entr~ #10363, Pentalene, ootah~dro-1-meth~l- <from NIST2002.L) <SCALED) 

~7 

8.o 

6.0 

4.0 
~2 

5~ /6 
r1 2.0 3~ 

II .. • I II I. ,Ill ::.
6 77""-. 10~ 91""-. 

o.o . ,I !11 ..... • I I •• I. I .. . lilt I .. I • .... I. 
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

mlz 

Weight 

124 

12~ 

.I I I 
120 125 

12~ 

.1~6 
120 125 
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Data File! \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date ! 11-JUL-2010 00!41 

Client ID! B7G96 

Sample Infot J1304-15B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

C~olohexane, prop~l­

C~olohexane, <1-meth~leth~l)-

Instrument! S3.i 

Operator! HHS SRC! LIHS 

Column diametert 0.25 

CAS Number Librar~ 

1678-92-8 NIST2002.L 

696-29-7 NIST2002.L 

Entr~ 

11176 

11235 

10.0 
Soan 368 <2.553 min) of ~~597.D <Subtracted) <SCALED) 

8.0 

6.0 ~5 

4.0 

/'7 
97"' 2.0 ~0 

..... 1 .Ill 107"' 

o.o I ..... 1 ....... 1 .... 
20 30 40 50 60 70 80 90 100 110 

m/z 

Qualit~ Formula 

78 C9H18 

72 C9H18 

/-26 

I. 
120 130 140 

10.0 
Entr~ #11176, C~olohexane, pro~3 <from NIST2002.L) (SCALED) 

8.o ~5 

6.0 

~1 4.0 
12~ 

/'7 27"' /29 2.0 

.. 1.(28 
97"' .. Ll. . ... I. ..... L11 .. 

/-09 
o.o II .... .••• 11 1.. •••••• 1 I. ... •• 1 •• . . 

20 30 40 50 60 70 80 90 100 110 120 130 140 
m/z 

Entr~ #11235, C~olohexane, <1-meth~h~l)- <from NIST2002.L) <SCALED) 
10.0 8~ 3 

5~ 
8.o 

6.0 

~1 
4.0 

67"' 
12~ 2.0 /27 

.... 1.1 .. 
/5 111"' 

1.(28 .. I. I. . . I. d ... ... II 1~. I. o.o •••• 1 ......... ··'· 
20 30 40 50 60 70 80 90 100 110 120 130 140 

m/z 

Weight 

126 

126 

15~~8 
. . 

150 

150 

150 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 

Date : 11-JUL-2010 00:41 

Client ID: B7G96 

Sample Info: J1304-15B,,52646,,4 

Volume Injected (uL>: 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Nonane, 3-meth~l-

Octane, 2,3,6-trimeth~l­

Heptane, 3-eth~l-5-meth~l-

10.0 
Scan ~ 

57 

8.0 
,/'3 

6.0 

4.0 

2.0 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

5911-04-6 NIST2002.L 

62016-33-5 NIST2002.L 

52896-90-9 NIST2002.L 

Entr~ 

18429 

27143 

18481 

<2.575 min) of S3G6597.D <Subtracted) <SCALED) 
71"'-

/13 

Qualit~ Formula 

81 C10H22 

72 C11H24 

64 C10H22 

Weight 

142 

156 

142 

".J 
8~?5 

..... ~~II .II I /7 .II .. /25 14~/43 
o.o I. 1 .. .... ill. .111. Ito, I. ... . .. lolo 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
m/z 

Entr~ lf~429, Nonane, 3-meth~l- (from NIST2002.L) (SCALED) 
10.0 57 

8.0 

6.0 ,/'3 
71"'-

4.0 

/29 

.JI 
/12 2.0 

2~1.1. 8~?5 /8 II. 127"'- 14~/43 
.•.•• 1 o.o ' I. .... II I. .. Ill. ... . .. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
m/z 

10.0 
Entr~ lf271~ Octane, 2,3,6-trimeth~l- (from NIST2002.L) <SCALED) 

57 
71"'-

4~ 
8.0 

6.0 

4.0 

/29 

.JI 
2.0 8~ ?5 /13 

........ II. 1.1.. ...... 11 
/9 127"'- 14~ 15~ 

o.o .. '· I ... Iii. II. . . 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

m/z 
Entr~ lf1848~Heptane, 3-eth~l-5-meth~l- (from NIST2002.L) <SCALED) 

10.0 4' 57 

8.0 
71"'-

6.0 

4.0 /29 

1.1 ... 

11~ 2.0 
/72 ?5 

...•. 11 
/9 14~ 

o.o .. . I I I. I. .... Ill. . ..Ill. . .. .II .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

m/z 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3GG597.D 

Date : 11-JUL-2010 00t41 

Client IDt B7G9G 

Sample Info: J1304-15B,,52G4G,,4 

Volume Injected <uL)t 2.0 

Column phase~ DB-5HS 

Instrument: S3.i 

Operator~ HHS SRC~ LIHS 

Column diameter~ 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qua lit~ 

Octane, 1,1'-ox~bis- G29-82-3 NIST2002.L 83808 74 
Octane, 2,G-dimeth~l- 2051-30-1 NIST2002.L 18443 G4 
Deoane, 2-meth~l- G975-98-0 NIST2002.L 27131 G4 

57/. 
Soan 424 <2.852 min) of S3GG597.D (Subtracted) <SCALED) 

10.0 
71"'-

8.o 

G.o 

4.0 
11~ 

1~. 
2.0 

II .. 
/5 

II.. 
/'"23 

,/"42/'"52 
o.o .. . . I. tl. .. ... I. .. .. 

20 30 40 50 GO 70 80 90 100 11~/z 120 130 140 150 160 170 180 

10.0 
~r~ #83808, 

7 /71 
Octane, 1,1'-ox~bis- (from NIST2002.L) <SCALED> 

8.o 

G.O 4~ 

4.0 

2~ 

J,,, 
11~ 

... I ,,,,,1, .J 2.0 
/5 

.. Ill.. /'"27 /'"43 /'"55 .hi .. 18~ 
o.o . .. 1 ... 1 ... .. 1. ..... ........ ····'"· ····· .. 

20 30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 
mlz 

~~ #18443, Octane, 2,G-dimeth~l- (from NIST2002.L) (SCALED) 
10.0 

8.o 

G.O 
4~ /71 

4.0 

2~ 

J~. .1.11. 

/'"13 2.0 

. Ll. /7 
.1l . 

/'"27 /'"43 
o.o ... lit . . . .. 1. ...... . .. 

20 30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 
m/z 

10.0 43-": 
Ngtr~ #27131, Deoane, 2-meth~l- (from NIST2002.L) (SCALED) 

8.o /71 

G.O 

4.0 
2~ 

... J 
11~ 

11 
2.0 

1.1. .. J, 9~ 

IL 
/'"41 

o.o ... ... 1!, .. I. ,, 
20 30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 

mlz 

Formula Weight 

C1GH340 242 

C10H22 142 

C11H24 15G 

190 200 210 220 

19~ /210~ 

190 200 210 220 

190 200 210 220 

190 200 210 220 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 

Date : 11-JUL-2010 00!41 

Client ID! B7G96 

Sample Info: J1304-15B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

3-Hexene, 3-eth~l-2,5-dimeth~l-

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

62338-08-3 NIST2002.L 17362 

10.0 
Scan 460 <3.045 min) of S3G6597.D ~ubtracted) <SCALED) 

97 

8.0 5~ 

6.0 6~ 

4.0 /1 

81" ?
3 

2.0 111" 

II II. I ,Ill 11~ 
11 .... loi,IIL,. I ••• II 1 .. Ill o.o . , II .. ... . . . . 

30 40 50 60 70 80 90 100 110 120 
mlz 

Qualit~ Formula Weight 

64 C10H20 140 

14~ 
/25 

.1l, 
15~5 

"I .. ' . 
130 140 150 

10.0 
Ent~~7362, 3-Hexene, 3-eth~l-2,5-dimeth~l- <from NIST2002.L) <SCALED) 

~9 

8.0 
37" 

6.0 

4.0 
/1 

8~ 14~ 2.0 /27 
67" 

I. I. I 'II' . 
10~ /11 .I /25 /41 

o.o I 1 .. ..I. ... I' 'I. II .. .. . ''I. I. ... ..... I I. . ...... 1.. .... .. I. 
30 40 50 60 70 80 30 100 110 120 130 140 150 

mlz 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date : 11-JUL-2010 00:41 

Client ID: B7G96 

Sample Info: J1304-15B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Deoane, 3-meth~l-

10.0 
/":Soan 

57 

8.0 4~ 

6.0 

4.0 

2.0 

'" 1,1 Ll o.o I I. 

554 <3.547 
71-

.. IIIII I 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

13151-34-3 NIST2002.L 27124 

min) of S3G6597.D <Subtracted) <SCALED) 

~5 

12~ 
8~ /09 

.Ill. Ill 
~8 

1.. .. I. " I .. I. .. 

Qualit~ Formula 

81 C11H24 

137"' 151"' ,,, ,,, 
30 40 50 60 70 80 90 100 110 120 130 140 150 

mlz 
yntr~ #27124, Deoane, 3-meth~l:... (from NIST2002.L) (SCALED) 

10.0 57 

8.0 4~ 

6.0 
71"' 

4.0 /29 ~5 

. '~.I' . 
2.0 127"' 

8~ ~8 /12 14~ 
1.1 .. I J,JI I II. o.o ... I . . . ol I I till ... . . 

30 40 50 60 70 80 9~/z 100 110 120 130 140 150 

Weight 

156 

/56~6 ,, I 

160 

/56 

160 



,.... 
!") 
< 
0 
"<"i 
X 

"" .... 
Ill 
s: 
~ 
0 :z: 

,.... 
!") 
< 
0 
"<"i 
X 

"" .... 
Ill 
s: 
~ 
0 

:z: 

Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 

Date : 11-JUL-2010 00:41 

Client ID: B7G96 

Sample Info: J1304-15B,,52646,,4 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS ~lumber Librar~ Entr~ 

Bic~clo[2.2.1Jhept-2-ene, 2-meth~l- 694-92-8 NIST2002.L 5374 

10.0 
Scan 5~~·766 min) of S3G6597.D <Subtracted) <SCALED) 

8.0 

Qualit~ Formula 

64 C8H12 

6.0 /-31 

4.0 

/39 6~ 91"' /-15 14~ 2.0 
~1 r5 .1. .... 11 

11~ /51 
. . I" .I. . ol I II.. l..ol .. 'I. II ... I. o.o . ol I I, 1 .. I ..... '. , Ill II. '· '" 

40 50 60 70 80 90 100 110 120 130 140 150 
m!z 

10.0 
Entr~ #5374, Bic~~2.2.1Jhept-2-ene, 2-meth~l- <from NIST2002.L) <SCALED) 

8.0 

6.0 

4.0 10~ 

.1:09 

2.0 /39 9~ ~1 /5 

o.o ,I, I oltl .. I Ill L I 1.1. 
40 50 60 70 80 90 100 110 120 130 140 150 

m!z 

Weight 

108 

17~ 

160 170 

160 170 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date t 11-JUL-2010 00t41 

Client IDt B7G% 

Sample Infot J1304-15B,,52646,,4 

Volume Injected (uL>t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Hexane, 3,3-dimeth~l-

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

563-16-6 NIST2002.L 7449 

Soan 621 <3.~5 min) of S3G6597.D (Subtracted) (SCALED> 
10.0 71 

8.o 
/3 ~7 

6.0 ?5 

4.0 

131"' 
2.0 /12 ~9 L I, I' Ill. ,,II .. I. I •. o.o ,, tl, I ,, t.. I I I tllol olt.lot •••• 

20 30 40 50 60 70 80 90m/z 100 110 120 130 

4Y. 
Entr~ #7449, Hexane, 3,3-dimeth~l- (from NIST2002.L) (SCALED) 

10.0 

8.o 

71"' 6.0 57"' 8~ 
4.0 

2~ 2.0 

.. I. I, .. Ill. 
9~/00 

o.o .I .I. I ...•. 11 I .. .1, .I. 
20 30 40 50 60 70 80 90m/z 100 110 120 130 

Qualit~ Formula Weight 

64 C8H18 114 

14~ 

.~J 16~ (7~ .I. .. ... 
140 150 160 170 180 

140 150 160 170 180 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6597.D 

Date t 11-JUL-2010 00t41 

Client IDt B7G96 

Samrle Infot J1304-15B,,52646,,4 

Volume Injected (uL)t 2.0 

Column rhaset DB-5HS 

Librar~ Search Comround Hatch 

C~clohexane, rent~l-

C~clohexane, <1-meth~leth~l)­

C~clohexane, 1,1'-(1,4-butanedi~l)bis-

Instrumentt S3.i 

Oreratort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

4292-92-6 NIST2002.L 

696-29-7 NIST2002.L 

6165-44-2 NIST2002.L 

Entr~ 

25840 

11235 

71128 

10.0 
Scan 63:~·974 min) of S3G6597.D <Subtracted) <SCALED) 

8.0 

Qualit~ Formula 

72 C11H22 

64 C9H18 

64 C16H30 

Weight 

154 

126 

222 

r 6.o 

~ 

j ::: __ ~~~·~l,~~~··-1~.11~.~~ .. ~~·~~·"~llo~l ~··~"-10~~~"~"·~·1~1-~~~~l,,~ .. -1~3~~ .. ~·~1~:~~~~~~'·-r~·~~· ~6-4~~~7-7~--~--~~ 
20 30 40 50 60 70 80 90 100 11m~z 120 130 210 220 160 170 180 190 200 140 150 

10.0 
Entr~ #258:~c~clohexane, rent~l- (from NIST2002.L) <SCALED) 

8.0 

/1 
2~ I 97"' ~11 ~26 15~ 

o.o~~·~l.l.~·~·~.l~.i~I.~ ... ~III~L~ .. ~.I,~II.~ .. ~ .. ,~I~. ~~··1~··--~ .. ~ .. ~~ .. ~--~~~1.~--~~--~~--~~-
20 30 40 50 60 70 80 90 100 11m0/z 120 130 140 150 160 170 180 200 210 220 190 

10.0 
Entr~ #11235, C~cl~~ane, <1-meth~leth~l)- (from NIST2002.L) <SCALED) 

8.0 
5~ 

/'7 
126\. 

2.0 I " 
o.o- --.--:-:··.:.:.;.;I .I.e-----:·.:.:..;.:· I.="·:..:__.. -r"'=d ="-..-'="".:.:.;.;'! 'r-· -'---'' ·.:.:..;.:·"'=';...__· -,.:.; .. = .. (= .... .,.....

5 

--.:.;"..:.:...'· --.--'·...:..:.;1 ,(:...--
2

_

8 

..-----,----,.--,---..------,.---.----.--~ 
20 30 40 50 60 70 80 90 100 11m0/z 120 130 140 150 160 170 180 190 200 210 220 

10.0 
Entr~ #71128, C~clo~~ne, 1,1'-(1,4-butanedi~l)bis- (from NIST2002.L) (SCALED) 

8.0 

.... 4.0 
IT) 

67"' 
E 
!.. 
0 :z: :~:-_~ .. ~··'~~(~.2~.~~ . .1~''~'·~ .. ~ .. ·~·"="~· ~·~··=I,I~···~ .. =···T·I~i.~·~· .. ='~~·~6~.~~···~o-9~ .. ~·~1-3~~.·~~·-3-9~~--~--~~--~--~-~~22 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 
mlz 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6597.D 

Date t 11-JUL-2010 00t41 

Client IDt B7G96 

Sample Infot J1304-15B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Undeoane, 2,6-dimeth~l-

Instrumentt S3.i 

Operatort HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

17301-23-4 NIST2002.L 45584 

10.0 057 
Soan 720 <4.434 min) of S3G6597.D (Subtracted) <SCALED) 

8.o 

6.0 r3 /71 

4.0 

Qualit~ Formula 

76 C13H28 

/45 

/8 11~ /19 2.0 /5 

~~~~ .. II. ... J I. ....... 11 .. 
/60 J , ", I , o , 11.1. ,I, .. o.o I I, ,d., I II I" . ' . .Ill ,,,,, I"'' .... 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
m/z 

~p #45584, Undeoane, 2,6-dimeth~l- (from NIST2002.L) (SCALED) 
10.0 

8.o 

6.0 
r3 

/71 

4.0 

/8 
/29 2.0 

II~ 
/5 11~ 

,II 127"" 141"" 15~ 16~ 
o.o Ill ' I I, 'I ... II, ,II . II. ,, 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
m/z 

Weight 

184 

18~ 

' 
180 

~4 

180 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 
Report Date: 04-Aug-2010 14:03 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 
J1304-16A Client Smp ID: B7G97 
11-JUL-2010 01:06 
MMS SRC: LIMS 
J1304-16B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 18 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1. 000 
2.000 

500.000 
2.000 

30.400 
18.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.147 284781 

* 25 Naphthalene-dB 4.280 701162 

* 46 Acenaphthene-d10 5.936 505764 

* 65 Phenanthrene-d10 7.346 568613 

* 77 Chrysene-d12 9.857 984652 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, 1-ethyl-2-methyl-

2.373 147298 20.6892314 410 IST2002.L 11242 8 

Cyclohexane, propyl-

2.549 370513 52.0415996 1000 IST2002.L 11175 8 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

2.570 399292 56.0839565 1100 0 0 8 

Unknown CAS #: 

2.613 334429 46.9733622 940 0 0 8 

Unknown CAS #: 

2. 720 340621 47.8430301 960 0 0 8 

Unknown CAS #: 

2.757 420558 59.0708285 1200 0 0 8 

Octane, 2,6-dimethyl-

2.848 191379 26.8807381 540 18443 8 

6-Methyl-bicyclo[4.2.0]octan-7-one : 1000193-87-2 

2.870 245643 34.5025800 690 16938 8 

Unknown CAS #: 

2.944 477183 67.0242990 1300 0 0 8 

Unknown CAS #: 

3.035 255874 35.9396712 720 0 0 8 

Unknown CAS #: 

3.131 388000 54.4979059 1100 0 0 8 

Branched Alkane CAS #: 

3.206 798971 112.222203 2300 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.244 750988 105.482542 2100 95 NIST2002.L 13631 8 

Cyclohexane, butyl- 0 #: 1678-93-9 

3.292 868022 121.920962 2400 NIST2002.L 17302 8 

Benzene, 1,3-diethyl- CAS #: 141-93-5 

3.382 339816 47.7299886 960 93 NIST2002.L 14331 8 

Unknown CAS #: 

3.441 175973 24.7168943 500 0 0 8 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.468 542982 76.2663876 1500 93 NIST2002.L 16319 8 

Branched Alkane CAS #: 

3.537 218833 30.7369243 620 0 0 8 

Unknown CAS #: 

3.671 398608 55.9878423 1100 0 0 8 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.847 830339 47.3692381 950 92 NIST2002.L 14361 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL{ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

3.874 178467 10.1812029 200 0 0 25 

Unknown CAS #: 

4.066 326051 18.6005770 370 0 0 25 

Branched Alkane CAS #: 

4.430 275454 15.7141069 320 0 0 25 

Propan-2-ol, 1-{2-isopropyl-5-methylcycl D ·- ,, .. _,_, 
4.499 443980 25.3282236 510 NIST2002.L 117093 25 

Unknown CAS #: 

4.932 279319 15.9346094 320 0 0 25 

Phenol, 2-(1,1-dimethylethyl)-5-methyl- CAS #: 88-60-8 

5.316 345501 27.3250297 550 96 NIST2002.L 31880 46 

Naphthalene, 1,2,3,4-tetrahydro-1,6-dime 

6.134 307595 24.3271536 490 IST2002.L 57467 46 

4H-Cyclopenta[def)phenanthrene 203-64-5 

7.929 262204 18.4451059 370 IST2002.L 49337 65 

18-Norabietane 

7.977 330845 23.2737712 470 95827 65 

Unknown CAS #: 

8.073 803628 56.5324350 1100 0 0 65 

18-Norabietane CAS #: 1000293-16-6 

8.185 1445421 101.680297 2000 91 NIST2002.L 95827 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.297 431515 30.3555754 610 94 NIST2002.L 92361 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.383 257098 18.0859415 360 97 NIST2002.L 83831 65 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta CAS #: 6566-19-4 

8.591 738784 51.9708570 1000 98 NIST2002.L 81281 65 

Phenanthrene, 1-methyl-7- (1-methylethyl) CAS #: 483-65-8 

9.024 447252 18.1689391 360 98 NIST2002.L 78744 77 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date t 11-JUL-2010 01t06 

Client IDt B7G97 Instruf!lent: S3.i 

Saf!lrle Info: J1304-16B,,52646,, 

Voluf!le Injected (uL>: 2.0 

Coluf!ln rhase: DB-5HS 

Orerator: HHS SRC: LIHS 

Librar~ Search Cof!lround Hatch 

C~clohexane, 1-eth~l-2-f!leth~l­

C~clohexane, 1-eth~l-4-f!leth~l-, trans-

2-Pentene, 3-eth~l-4,4-dil'leth~l-

Coluf!ln diaf!letert 0.25 

CAS Nuf!lber Librar~ 

3728-54-9 NIST2002.L 

6236-88-0 NIST2002.L 

53907-59-8 NIST2002.L 

Entr~ 

11242 

11262 

11250 

Scan 334 <2.373 l'lin) of S3G6598.D <Subtracted) <SCA~D) 
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Entr~ #11242, C~clohexane, 1-eth~l-2-f!leth~l- (frof!l NIST2002.~fCALED) 
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Entr~ #11250, 2-Pentene, 3-eth~l-4,4-dif!leth~l- (frof!l NIST2002~iSCALED) 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date : 11-JUL-2010 01:06 

Client ID: B7G97 

Sample Info: J1304-16B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, prop~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

1678-92-8 NIST2002.L 11175 

Scan 367 <2.549 min) of S3G6598.D (Subtracted) <SCALED) 
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Data File: \\Avogaclro\Organics\S3.I\100710A.B\S3G6598.D 

Date : 11-JUL-2010 01:06 

Client ID: B7G97 

Samrle Info: J1304-16B,,52646,, 

Volume Injectecl (uL): 2.0 

Column rhase: DB-5HS 

Instrument: S3.i 

Orerator: HHS SRC: LIHS 

Column cliameter: 0.25 

Librar~ Search Comrouncl Hatch CAS Number Librar~ Entr~ Qual it~ Formula 

Octane, 2,6-climeth~l- 2051-30-1 NIST2002.L 18443 78 C10H22 

Unclecane, 6,6-climeth~l- 17312-76-4 NIST2002.L 45585 72 C13H28 

Hertane, 3-eth~l-5-meth~l- 52896-90-9 NIST2002.L 18481 72 C10H22 
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Scan~3 <2.848 min) 
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Data File! \\Avogaclro\Organics\S3.I\100710A.B\S3G6598.D 

Date 11-JUL-2010 01!06 

Client ID! B7G97 

Sample Info! J1304-16B,,52646,, 

Volume Injectecl <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

6-Heth~l-bic~clo[4.2.0Joctan-7-one 

Instrument! S3.i 

Operator! HHS SRC! LIHS 

Column cliameter! 0.25 

CAS Number Librar~ Entr~ 

1000193-87-2 NIST2002.L 16938 
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Scan 427 <2.870 min) of S3~598.D (Subtracted) <SCALED) 

81 

8.o 

6.0 
5~ r7 

r1 /'7 
4.0 

2.0 J. II 11.1(6
, I 

10~ 1~8 II I' II I I I 1.11 o.o ' ' I, I 
30 40 50 60 70 80 90 100 110 

mlz 

Qualit~ Formula 

62 C9H140 

/25 

tl I .I 
120 130 

Entr~ 4116938, 6-Heth~l-bic~clo[4.2.0~ctan-7-one (from NIST2002.L) <SCALED) 
10.0 81 

8.o 

6.0 
r6 

/'7 
4.0 

41"' 5~~5 
2.0 /27 

.. LI11 .. ,,,Ill,,, .... ··'' 111"' 91"' I 121"' /23 
' I. I. . 1 .. 'I ' .. I' I, I. ".. I ' " I .... o.o ........ , .. .. o I I, 0 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

Weight 

138 

13~~1 
II II 

140 

13~ 

'''· 
140 



r-. 
M 
< 
0 

'""' X 
v 

..... 
ill s: 
l.. 
0 

:z: 

;;:; 
< 
0 

'""' c 
..... 
ill s: 
l.. 
0 

:z: 

;;:; 
< 
0 

'""' X 
v 

..... 
ill s: 
l.. 
0 
:z: 

r-. 
M 
< 
0 

'""' X 
v 

..... 
ill s: 
l.. 
0 
:z: 

Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date ~ 11-JUL-2010 01~06 

Client IDt B7G97 

Sample Info~ J1304-16B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase~ DB-5HS 

Instrument~ S3.i 

Operator: HHS SRC~ LIHS 

Column diameter~ 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, but~l­

C~clohexane, oct~l­

C~clohexane, (2-meth~lprop~l)-
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Scan 506 (3.2§~in) of S3G6598.D <Subtracted) <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date 11-JUL-2010 01t06 

Client IDt B7G97 Instrument: S3.i 

Sample Infot J1304-16B,,52646,, 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Operatort HHS SRCt LIHS 

Librar~ Search Compound Hatch 

Propan-2-ol, 1-(2-isoprop~l-5-meth~lc~cl 

3-Horpholino-1,2-propanediol 

Benzothiazol-2(3H)-one, 3-<4-morphol~lme 

Column diameter: 0.25 

CAS Number Librar~ 

320784-52-9 NIST2002.L 

6425-32-7 NIST2002.L 

77708-55-5 NIST2002.L 

Entr~ 

117093 

30169 

88084 

Scan ;;:JJ! <4.499 min) of S3G6598.D (Subtracted) <SCALED) 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date 11-JUL-2010 01!06 

Client ID! B7G97 

Sample Info! J1304-16B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument! S3.i 

Operator: HHS SRC! LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Naphthalene, 1,2,3,4-tetrah~dro-1,6-dime 483-77-2 NIST2002.L 57467 70 C15H22 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6598.D 

Date 11-JUL-2010 01!06 

Client ID: B7G97 

Sample Info: J1304-16B,,52646,, 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

4H-C~clopenta[deflphenanthrene 203-64-5 NIST2002.L 49337 
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Scan 1374 <7.929 min) of S3G6598.D <Subtracted~SCALED) 
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Entr~ #49337, 4H-C~clopenta[deflphenanthrene (from NI~02.L) <SCALED) 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6598.D 

Date : 11-JUL-2010 01:06 

Client ID: B7G97 

Sample Info: J1304-16B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

18-Norabietane 
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1000293-16-6 NIST2002.L 95827 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 
Report Date: 04-Aug-2010 14:03 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 
J1304-17A Client Smp ID: B7G98 
11-JUL-2010 01:32 
MMS SRC: LIMS 
J1304-17B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 19 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1. 000 
2.000 

500.000 
2.000 

30.400 
19.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.152 317977 

* 25 Naphthalene-dB 4.279 804477 

* 65 Phenanthrene-d10 7.351 525139 

* 77 Chrysene-d12 9.856 1668256 

* 85 Perylene-d12 11.101 818969 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

cyclohexane, propyl- ~' ,,,,_,,_, 
2.553 403937 50.8132456 1000 NIST2002.L 11176 8 

Branched Alkane CAS #: 

2.569 468605 58.9482119 1200 0 0 8 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.612 397822 50.0440268 1000 0 0 8 

Unknown CAS #: 

2. 719 401866 50.5527720 1000 0 0 8 

Unknown CAS #: 

2.756 790506 99.4416775 2000 0 0 8 

Isooctyl mercaptoacetate (/ ·- ,,_,,_, 
2.847 199862 25.1416287 510 NIST2002.L 58148 8 

Unknown CAS #: 

2.869 341894 43.0086025 870 0 0 8 

Cyclohexane, 1-methyl-2-propyl- #: 4291-79-6 

2.949 681678 85.7516863 1700 NIST2002.L 17368 8 

Cyclohexane, 1-methyl-2-propyl- #: 4291-79-6 

3.039 313842 39.4797403 800 NIST2002.L 17369 8 

Unknown CAS #: 

3.130 467214 58.7731428 1200 0 0 8 

Branched Alkane CAS #: 

3.210 945465 118.934768 2400 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.242 866375 108.985671 2200 95 NIST2002.L 13631 8 

Branched Alkane CAS #: 

3.291 1059551 133.286264 2700 0 0 8 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.381 417966 52.5779973 llOO 93 NIST2002.L 14329 8 

Unknown CAS #: 

3.445 200715 25.2489937 510 0 0 8 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.472 736759 92.6806315 1900 98 NIST2002.L 16319 8 

Unknown CAS #: 

3.542 288360 36.2741944 740 0 0 8 

Unknown CAS #: 

3.670 281614 35.4256455 720 0 0 8 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.846 901462 44.8222458 910 93 NIST2002.L 14361 25 

Branched Alkane CAS #: 

4.428 348124 17.3093149 350 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============== ============ ========= 

4H-Cyclopenta[def]phenanthrene CAS #: 203-64-5 

7.933 347995 26.5068766 540 90 NIST2002.L 49337 65 

Unknown CAS #: 

7.970 339922 25.8919309 530 0 0 65 

n-Hexadecanoic acid CAS #: 57-10-3 

8.040 211844 16.1361819 330 94 NIST2002.L 92228 65 

1H-Phenanthro[9,10-d]imidazol-2-amine t) #: 37052-13-4 

8.072 619673 47.2006319 960 NIST2002.L 78022 65 

18-Norabietane CAS #: 1000293-16-6 

8.184 1523580 116.051375 2400 89 NIST2002.L 95827 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.291 604952 46.0793270 940 98 NIST2002.L 92361 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.376 245404 18.6924931 380 89 NIST2002.L 83831 65 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta CAS #: 6566-19-4 

8.590 902995 68.7813055 1400 99 NIST2002.L 81281 65 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

9.023 689744 16.5380907 340 99 NIST2002.L 78744 77 

Unknown CAS #: 

9.605 306604 7.35147779 150 0 0 77 

Unknown CAS #: 

9.648 380285 9.11814410 190 0 0 77 

Unknown CAS #: 

9.947 250099 5.99666190 120 0 0 77 

Benzo[e]pyrene CAS #: 192-97-2 

10.876 155418 7.59089395 150 96 NIST2002.L 89816 85 (L) 

Benzo[e]pyrene CAS #: 192-97-2 

11.015 626553 30.6019803 620 90 NIST2002.L 89816 85 

QC Flag Legend 

L - Operator selected an alternate library search match. 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 

Date : 11-JUL-2010 01!32 

Client ID: B7G98 

Sample Info: J1304-17B,,52646,, 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, prop~l­

C~clohexane, oct~l-

1678-92-8 NIST2002.L 

1795-15-9 NIST2002.L 

11176 

53645 

72 C9H18 

64 C14H28 

Scan 368 <2.553~j' of S3G6599.D <Subtracted) <SCALED> 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 

Date 11-JUL-2010 01:32 

Client ID: B7G98 

Sample Info: J1304-17B,,52646,, 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Isooct~l mercaptoacetate 

Tridecane, 7-meth~l­

Octane, 2-bromo-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

25103-09-7 NIST2002.L 

26730-14-3 NIST2002.L 

557-35-7 NIST2002.L 

Entr~ 

58148 

55019 

50791 

10.0 
~~n 423 <2.847 min) of S3G6599.D <Subtracted) <SCALED> 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 

Date : 11-JUL-2010 01:32 

Client ID: B7G98 Instrument: S3.i 

Sample Info: J1304-17B,,52646,, 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

C~clohexane, 1-meth~l-2-prop~l- 4291-79-6 NIST2002.L 17368 

10.0 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 

Date : 11-JUL-2010 01!32 

Client ID: B7G98 

Sample Info: J1304-17B,,52646,, 

Volume Injected <uL)l 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch CAS Number 

C~clohexane, 1-meth~l-2-prop~l- 4291-79-6 

cis-2-0xabic~clo[4.4.0Jdecane 60416-19-5 

1-Heth~l-4-<1-meth~leth~l)-c~clohexane 99-82-1 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 17369 

NIST2002.L 18025 

NIST2002.L 17390 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6599.D 

Date 11-JUL-2010 01t32 

Client IDt B7G98 

SaMple Infot J1304-17B,,52646,, 

VoluMe Injected (uL)t 2.0 

ColuMn phase: DB-5HS 

InstruMent: S3.i 

Operatort HHS SRC: LIHS 

ColuMn diaMetert 0.25 

Librar~ Search CoMpound Hatch CAS NuMber Librar~ Entr~ 

1H-Phenanthro[9,10-dJiMidazol-2-aMine 37052-13-4 NIST2002.L 78022 

10.0 
Scan 1401 <8.072 Min) of S3G6599.D <Subtracted) (SCALED) 

8.0 
10~ /-23 

_/li 
6.0 5~ 

/'7 
4.0 

/-37 /-63 
191"' 2.0 

.. 1, 11 ..... ,.II~~ .... IJ~II ..... ..IJ~II ....... I.illl ..... d. I. ..... .1J.. .. 11 .. lll ........ lo.Ji. ...... 1 .... ~.0.~ ..... III. o.o 
40 60 80 100 120 140 160 180 200 

Mlz 
Entr~ ~78022, 1H-Phenanthro[9,10-dJiMidazol-2-aMine (froM NIST2002.U 

10.0 

8.0 

6.0 

4.0 20~ 

"" 

2.0 /-77 /51 

o.o ,,, h. ... lo .. ,I, 
40 60 80 100 120 140 160 180 200 

M/z 

Qualit~ ForMula Weight 

80 C15H11N3 233 

:----..233 

1.. 

26~ 
231"' .I ... ,, ~ ... I. .... . . "' 

220 240 260 

(SCALED¥, 
23 

.. .II. 
220 240 260 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 
Report Date: 04-Aug-2010 14:03 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 
J1304-18A Client Smp ID: B7G99 
11-JUL-2010 01:58 
MMS SRC: LIMS 
J1304-18B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 20 
Dil Factor: 4.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi}*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.000 
43.000 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 

Cpnd Variable Local Compound Variable 

ISTD RT AREA AMOUNT 
============================== ====== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.152 555649 40.000 

* 25 Naphthalene-dB 4.285 2066253 40.000 

* 46 Acenaphthene-d10 5.936 658152 40.000 

* 65 Phenanthrene-d10 7.351 718056 40.000 

* 77 Chrysene-d12 9.862 1225517 40.000 

* 85 Perylene-d12 11.101 804847 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

8 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Cyclohexane, propyl- ~ ,, ,,,,_,,_, 
2.554 1039667 74.8434280 8800 NIST2002.L 11178 8 

Unknown CAS #: 

2.570 964375 69.4233351 8100 0 0 8 

Octane, 2,3-dimethyl- g #: 7146-60-3 

2.613 1907970 137.350741 16000 NIST2002.L 18445 8 

Unknown CAS #: 

2. 720 1145157 82.4374172 9600 0 0 8 

Unknown CAS #: 

2.757 1732863 124.745147 15000 0 0 8 

Unknown CAS #: 

2.869 927173 66.7451928 7800 0 0 8 

Cyclohexane, 1,4-dimethyl- 0 ,, ,_,_, 
2.949 2540310 182.871547 21000 NIST2002.L 6571 8 

Unknown CAS #: 

3.040 833808 60.0240540 7000 0 0 8 

Unknown CAS #: 

3.131 882700 63.5437441 7400 0 0 8 

Branched Alkane CAS #: 

3.216 2179161 156.873198 18000 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.243 1597050 114.968234 13000 93 NIST2002.L 13631 8 

Cyclohexane, butyl- #: 1678-93-9 

3.297 1814546 130.625336 15000 NIST2002.L 17302 8 

4-Undecene, (E)- #: 693-62-9 

3.382 770721 55.4825844 6500 NIST2002.L 25827 8 

Naphthalene, decahydro- CAS #: 91-17-8 

3.478 1293943 93.1481999 11000 94 NIST2002.L 16286 8 

Unknown CAS #: 

3.553 790158 56.8818237 6700 0 0 8 

Unknown CAS #: 

3.676 1453775 104.654218 12000 0 0 8 

Branched Alkane CAS #: 

4.440 2167211 41.9544033 4900 0 0 25 

Nonane, 3,7-dimethyl- o·- ,,_,_, 
5.353 993869 60.4036221 7100 NIST2002.L 27137 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 
Report Date: 04-Aug-2010 14:03 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

6.694 917044 51.0847678 6000 0 0 65 

Hexadecane, 7,9-dimethyl- #: 21164-95-4 

6.951 1207293 67.2533584 7900 NIST2002.L 91052 65 

18-Norabietane #: 1000293-16-6 

8.035 68981335 3842.66702 450000 NIST2002.L 95827 65 

Unknown CAS #: 

8.126 48073105 2677.95538 310000 0 0 65 

18-Norabietane CAS #: 1000293-16-6 

8.281 81458212 4537.70263 530000 92 NIST2002.L 95827 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.329 4689113 261.211254 31000 98 NIST2002.L 92361 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.409 6907751 384.802433 45000 94 NIST2002.L 83831 65 

3,4'-Diisopropylbiphenyl 

C) 
#: 61434-46-6 

8.607 3432595 191.215793 22000 NIST2002.L 81268 65 

Unknown #: CAS 

8.649 1874743 61.1902451 7200 0 0 77 

Anthracene, 9-butyl-1,2,3,4-tetrahydro- CAS #: 1000151-39-2 

8.890 8099678 264.367630 31000 (2 NIST2002.L 81276 77 

Naphtho[3,4:2,3]bornene #: 1000210-68-3 

8.986 1988184 64.8928766 7600 93 NIST2002.L 80001 77 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

9.039 2204403 71.9501162 8400 94 NIST2002.L 78744 77 

Unknown CAS #: 

9.333 3351139 109.378757 13000 0 0 77 

Unknown CAS #: 

11.657 1073725 53.3629419 6200 0 0 85 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3GGGOO.D 

Date : 11-JUL-2010 01:58 

Client ID: B7G99 Instrument: S3.i 

Sample Info: J1304-18B,,52G4G,,4 

Volume Injected (uL): 2.0 

Column phase: DB-5HS 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entrt~ 

C~clohexane, 1-eth~l-2-metht~l-, trans- 4923-78-8 NIST2002.L 112G3 

C~clohexane, 1-eth~l-2-meth~l- 3728-54-9 NIST2002.L 11242 

3,5-Dimeth~l-3-heptene 5%43-G8-4 NIST2002.L 11182 

10.0 
Scan 335 <2.378 min) of S3GGGOO.D (Subtracted) (SCALED~ 

97 

8.o 5~ 

G.O 

4.0 
~1 /'9 

2.0 

I, II. 
G7"" 8~ 

II. o.o .... 1 ' I' II II. '.' I .I II. . , I 
20 30 40 50 GO 

m1l
0 80 90 

Qualitt~ 

81 
80 
G4 

~8 

I, 
100 

10.0 
Entr~ #112G3, C~clohexane, 1-eth~l-2-meth~l-, trans- (from NIST200~) <SCALED) 

97 
~5 

8.0 

G.O 

41"" 4.0 
G~ 

2~ 2.0 ~3 .... ,, 1~. ~1 
~5 .IJ 

"' 
,, 7~ ~9 

o.o .. II. .1.1 .. ' 1.1' I. 
20 30 40 50 GO 70 80 90 100 

mlz 

10.0 
Entrt~ #11242, C~clohexane, 1-etht~l-2-metht~l- (from NIST2002.L)~CALED) 

~5 
97 

8.0 

G.O 

41"" 4.0 
G~ 

,,I,,. 
2.0 /29 5~ 

1.1111. 
81"" ~3 

I I, o.o I, I .1.1 I ' I' II I 
20 30 40 50 GO m/z70 80 90 100 

Entr~ #11182, 3,5-~;th~l-3-heptene (from NIST2002.L) (SCALED) 
10.0 

8.o 97"" 

G.O 
G~ 

4.0 41"" 

2.0 2~ I ~3 7~ ~1 ~5 
o.o 1,1 I, ''· Ill I ,, 

I' I I. I, I.J o, ' I 
20 30 40 50 GO 70 80 90 100 

mlz 

Formula Weight 

C9H18 12G 
C9H18 12G 
C9H18 12G 

12~ 

rr.7 11~ 
. ' 

110 120 

12~ 

~11 1.7 
I 

110 120 

12) ~11 27 

' 
110 120 

12~ 

/11 ~r 
' 

110 120 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date : 11-JUL-2010 01:58 

Client ID: B7G99 Instrument: S3.i 

Sample Info: J1304-18B,,52646,,4 

Volume Injected (uL)t 2.0 Operator: HHS SRC: LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11178 

C~clohexane, undec~l- 54105-66-7 NIST2002.L 81257 

C~clohexane, oct~l- 1795-15-9 NIST2002.L 53644 

10.0 
Scan 368 (2.554 min) of S3G6600.D <Subtracted) (SCALED) 

~3 

8.0 
5~ 

6.0 

4.0 
12~ 67"'-

2.0 ~7 
.1(27 ..... 1 o.o I. ... d '·'" ,,I. .. 

30 40 50 60 70 80 90 100 110 120m/z130 140 150 160 170 180 

Ent'8~1178, C~clohexane, prop~l- (from NIST2002.L) (SCALED) 
10.0 

8.0 
/5 

6.0 41"'-

4.0 

12~ 
2.0 

.. 1. II ... 111, .. ld,, 97"'- .I. o.o ,l.l. I .... 1 I. .. '"' 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 

10.0 Entr~ #~~, C~olohexane, undeo~l- (from NIST2002.L) (SCALED) 

8.0 

6.0 
5~ 

4.0 41"'-

.... ,.[J 
/'7 

2.0 ~7 

... l,l11. II. 
12~ r-39 r-54 

o.o .. Ill. ... 1 ...•. I 1 .. .. 1 .. •• J .. .... .. . .. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 

10.0 Entr~ ~~4, C~clohexane, oct~l- (from NIST2002.L) (SCALED) 

8.0 5~ 

6.0 

41"'-4.0 

.. 11 ... ,[,1 
/'7 

2.0 

.. 111 .. 
~7 r-12 13~ r-68 

o.o ... .1 II. ••••• 1 I. ..... 1 .. ..... .. .. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 

Qual it~ Formula Weight 

78 C9H18 126 

72 C17H34 238 

72 C14H28 196 

190 200 210 220 230 

190 200 210 220 230 

23~ 

190 200 210 220 230 

19~ 

'· 
190 200 210 220 230 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date t 11-JUL-2010 01t58 

Client IDt B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Octane, 2,3-dimeth~l­

Heptane, 3-eth~l-2-meth~l-

10.0 

8.o 

6.0 4~ 

4.0 

7146-60-3 NIST2002.L 

14676-29-0 NIST2002.L 

18445 

18483 

Scan 379 ~.613 min) of S3G6600.D <Subtracted) (SCALED) 
57 

/71 
9~ 

64 C10H22 

64 C10H22 

2.0 8~ 

... 1.11 
67"' I /13 /23 11~ I I , • ' • I' II ' .1. o.o I. ••.•. I. . . . . I. I . II~~ 1 I. 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ #18445~ctane, 

57 
2,3-dimeth~l- <from NIST2002.L) <SCALED) 

8.0 

6.0 4~ 

4.0 
9~ /71 

2.0 /29 

.111"00 
.. 1 .l1 

/8 

.... Ill . 
8~ /5 ..... II /13 127"' 

'I .I. o.o I I. •• t .I. .. 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

10.0 
Entr~ #18483, Heptane, 

~7 
3-eth~l-2-meth~l- <from NIST2002.L) <SCALED) 

8.0 

6.0 4~ 

4.0 

9~ 
5~ /71 2.0 /29 

•• 1 .I, 8~ 
.1(9 .... II /13 

o.o . . . I .1. . .. ' .. I. .... Iii . .. ' 'I. ,, . 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

Weight 

142 

142 

141'«2 
.. ' 

140 

~2 

140 

~2 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date : 11-JUL-2010 01t58 

Client ID: B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, 1,4-dimeth~l­

C~clohexane, 1,4-dimeth~l-, trans­

C~clohexane, 1,4-dimeth~l-, cis-

Scan 442 
10.0 5~ 

8.0 

6.0 
~1 

4.0 

589-90-2 NIST2002.L 

2207-04-7 NIST2002.L 

624-29-3 NIST2002.L 

6571 

6648 

6630 

<2.949 min) of S3G6600.D <Subtra~~) (SCALED) 

6~ 

8~ 

64 C8H16 

64 C8H16 

64 C8H16 

2.0 

1~. 1.1 
/4 

/11 
14~ 

I, II. .. 111 
12~ .. J. o.o ... 11 . I .. ~.II 1. . .. L I. 

20 30 40 50 60 70 mJ~ 90 100 110 120 130 140 

Entr~ #6571, ~~ohexane, 1,4-dimeth~l- (from NIST2002.L) <SCALED) 
10.0 

8.o 
97"' 

6.0 ~1 

4.0 
/27 1~ 

?9 

2~111. ,II lr13 

2.0 

II 
8~ 

o, li !1. II o.o .I ,,,I ,,, ,,11 .I I 
20 30 40 50 60 70 mJ~ 90 100 110 120 130 140 

Entr~ #6648, ~hexane, 1,4-dimeth~l-, trans- (from NIST2002.L> (SCALED> 
10.0 97-

8.o 

6.0 
41"' 

11~ 
4.0 

/27 ?9 
2.0 

.. !1 1~. 
/3 

.. 111. 
67"' I /5 II. .. /14 

o.o ol •• , ,,,I • , o, lo I. I' I .II II. I I. I. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ #6630, C~c~~xane, 1,4-dimeth~l-, cis- (from NIST2002.L) <SCALED> 
10.0 

97"' 

8.o 

6.0 
~1 

4.0 11~ 
/27 

?9 

1~. 
8~ 2.0 

.IJ /5 .1 II .... ..... 1.11.. 
/14 

o.o .. I. . "II '.'."II. ...... 1 I. ... I. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Weight 

112 

112 

112 

15~~4 ... 
150 

150 

150 

150 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date ! 11-JUL-2010 01!58 

Client ID! B7G99 

Sample Info! J1304-18B,,52646,,4 

Volume Injected (uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, but~l-

C~clohexane, (2-meth~lprop~l)­

C~clohexane, 1,1'-(1,4-butanedi~l)bis-

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter! 0.25 

CAS Number Librar~ 

1678-93-9 NIST2002.L 

1678-98-4 NIST2002.L 

6165-44-2 NIST2002.L 

Entr~ 

17302 

17356 

71129 

10.0 
Soan 507 (3~3 min) of S3G6600.D (Subtracted) <SCALED) 

8.0 

6.0 
5~ 

4.0 6~ 

.111. ..... IJ .. .~.,.1 
111"' /-40 

2.0 12~ 

I ....... 1 ... 111 •• 111 1.. 
/52 

o.o ••• 11 I. I • •••• 1 I ' 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 

mlz 

Qualit~ Formula 

72 C10H20 

64 C10H20 

64 C16H30 

170 180 190 200 

10.0 
Entr~ #1730~~clohexane, 
~5 8 

but~l- (from NIST2002.L) <SCALED) 

8.0 

6.0 

r1 
4.0 

2~ 14~ 
2.0 

j,,, .IJ 97"' 
1.(42 t II. I, . /-11 

o.o .. ... II ,,, I. •••• 1. .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 

mlz 

10.0 
Entr~1:J356, C~olohexane, 

83-'": 
(2-meth~lprop~l)- (from NIST2002.L) (SCALED) 

8.0 

6.0 41"' 

4.0 97"' 

27"' 

..... L 
14~ 2.0 

II ....... 11 II ....... 11 ........ 11. J .JI /-12 
. .1.(42 o.o ..... . .... •• 1 • 

20 30 40 50 60 70 80 90 100 
1!Jz 

120 130 140 150 160 170 180 190 200 

10.0 
Entr~ #71129, C~cloh:~e, 1,1'-(1,4-butanedi~l)bis- (from NIST2002.L) <SCALED) 

8.0 ~5 

6.0 
41"' 

4.0 

2~ /-39 
2.0 

.. 11.. 
9~ 

.ill. /-09 /-23 
..• 1 .. 

/-94 ..1. II. .•• 11 . .. .II. .... IlL o.o .... lo. ...... . ... .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 

mlz 

Weight 
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210 
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Data File: \\Avogaclro\Organics\S3.I\100710A.B\S3G6600.D 

Date 11-JUL-2010 01:58 

Client ID: B7G99 

SaMple Info: J1304-18B,,52646,,4 

VoluMe Injectecl <uL): 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpouncl Hatch 

4-Unclecene, (E)-

Soan 523 
10.0 

8.0 
/5 

6.0 

4.0 
r1 

2.0 

'"' 

o.o .I. II 
20 30 40 50 60 

InstruMent: S3.i 

Operator: HHS SRC! LIHS 

ColuMn cliaMeter: 0.25 

CAS NuMber Librar~ Entr~ 

693-62-9 NIST2002.L 25827 

<3.38~§n) of S3G6600.D <Subtracted) <SCALED) 

8~ 

/-05 
/5 

/-19 

' .. LI L I .J 1~.. II I. 11!1 I. I I ,, 
' lol I 

70 80 90 100 110 120 
M/z 

10.0 Entr~~827, 4-Uncleoene, (E)- (froM NIST2002.L) (SCALED) 

8.0 r1 

6.0 
?9 

4.0 
/29 /3 

/
7 

111"'--2.0 
12~ 

Qualit~ ForMula Weight 

76 . C11H22 154 

13~ 
15~ 

I. II J. 
j(55 

130 140 150 160 

15~ 

13~ 
o.o ... 

2~11 .JI .. .. ..d 1 .. .... l1 1. .. •• ' ol ,Ill. ...... 11.. ..lo. ...... .1.!"56 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
M/z 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3GGGOO.D 

Date : 11-JUL-2010 01!58 

Client ID! B7G99 

Samrle Info: J1304-18B,,52G4G,,4 

Volume Injected <uL)! 2.0 

Column rhaset DB-5HS 

Librar~ Search Comround Hatch 

Nonane, 3,7-dimeth~l-
Tetradecane, 4-meth~l-

Nonane, 3-meth~l-5-rror~l-

CAS Number 

17302-32-8 
25117-24-2 
31081-18-2 

Instrument: S3.i 

Oreratort HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 27137 
NIST2002.L G4578 
NIST2002.L 45G25 

10.0 :-57 
S~ 892 <5.353 min) of S3GGGOO.D <Subtracted) <SCALED) 

71 

8.o 

G.o 
/3 

?5 
4.0 

2.0 11~ 127"" 
141"" 15~ 

Qual it~ Formula Weight 

80 C11H24 15G 
80 C15H32 212 
78 C13H28 184 

17~ /83 /97 ~2 
o.o . I 1 •. .... .Ill. .. .. 1! 1. .. .... dl,, ..... 11.1 •.. ..1 II ........ ,1". .. ,,hlololo 111ld1lo •• I o lolllll I .. .1." I otl, I . .. . . 

30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 190 200 210 
mlz 

10.0 57/": 
Entr~ #27137, Nonane, 3,7-dimeth~l- (from NIST2002.L) <SCALED) 

8.o 
71"" 

G.o 

4.0 /29 
8~ 

~.1 ...... 1. 1 •.......•• 1!, 

2.0 /27 
~7 /11 /41 

o.o ..... 1l I ... I •••• I ·'"· ... .I. 
30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 190 200 210 

mlz 

10.0 ~3 
Entr~ ifG4578, 

~7 .-71 
Tetradecane, 4-meth~l- (from NIST2002.L) <SCALED) 

8.0 

G.O 

4.0 

9~ 11~ /G9 2.0 

.. l1, 
127"" /40 .J /55 II. 197"" 21~ 

I, I, .. I .~.1. o.o I .oil, •. 1. ,II. .. ... ... 
30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 190 200 210 

mlz 
/"": Entr~ if45G25, Nonane, 

10.0 57 
3-meth~l-5-rror~l- <from NIST2002.L) (SCALED) 

71"" 
8.o 

G.o 
8~ 

4.0 41"" 

.I. II 
2.0 /12 /27 /41 

.1.1 .... . .. II, 
9~ 

.... d /55 18~ 
o.o I . • • • oil I. . .lol. .d •. II. d . 

30 40 50 GO 70 80 90 100 110 120 130 140 150 1GO 170 180 190 200 210 
mlz 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date 11-JUL-2010 01t58 

Client IDt B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCl LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Hexadecane, 7,9-dimeth~l- 21164-95-4 NIST2002.L 91052 72 C18H38 

Decane, 5-prop~l- 17312-62-8 NIST2002.L 45547 68 C13H28 

Pentadecane, 2,6,10,14-tetrameth~l- 1921-70-6 NIST2002.L 99492 64 C19H40 

10.0 57..-'"': 71./: 
Scan 1191 <6.951 min) of S3G6600.D <Subtracted) <SCALED) 

8.o 

6.0 

4.0 
/'5 

11~ 

.JI. 2.0 /27 18~ 
15~ 

.. ,.II,. 
"''·· 

.,II ........ II .... 197"' 22~ /236 
II. ....•• 11, o.o . . .. .•.• !. .•.•.. ,, . . .... "· ........... " .................... 
40 60 80 100 120 140 160 180 200 220 240 

m/z 

10.0 57./: 
Entr~ #91052, Hexadecane, 7,9-dimeth~l- (from NIST2002.U (SCALED) 

8.o 
71"' 

6.0 
/'5 

4.0 

... ..Ill. 
15~ 16~ 2.0 11~ /26 

/83 /97 /225 /239 
.I, ..... 11~. ····''"I. .. ··''· . .. 11. . . ..II. .II. .. ..L .. o.o .. II. ... ... . .. . .. .... 

40 60 80 100 120 140 160 180 200 220 240 
m/z 

Entr~ #45547, Decane, 5-prop~l- (from NIST2002.L) <SCALED) 
10.0 57./: 

8.0 4~ 
/71 

6.0 

4.0 
/'5 

... J .. /12 2.0 14~ 

..1.1. .... II, /54 /84 
..... 111. •.. oil I .hi. . .I.. . II. h . o.o .. 

40 60 80 100 120 140 160 180 200 220 240 
m/z 

10.0 57./: 
Entr~ #99492, Pentadecane, 2,6,10,14-tetrameth~l- (from NIST2002.L) (SCALED) 

8.o /71 

6.0 4~ 

4.0 
/13 

.... J 9~ 18~ 2.0 

J. .t . .II. 
141"' /55 /97 22~ 23~ 

.1.1. ... 11~. .. ,.1. 
·''· 

t o.o •• 1. ol • ... ... .. .. 
40 60 80 100 120 140 160 180 200 220 240 

m/z 

Weight 

254 

184 
268 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6600.D 

Date : 11-JUL-2010 01:58 

Client ID: B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

18-Norabietane 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

1000293-16-6 NIST2002.L 95827 

10.0 
Soan ~4 <8.035 min) of S3G6600.D <Subtracted) (SCALED) 

5~ 81-.." 09 
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4.0 
137" 

16~ ?91 

Qual it~ Formula 

78 C19H34 

/233 

26~ 
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Data File: \\Avogaclro\Organics\S3.I\100710A.B\S3G6600.D 

Date : 11-JUL-2010 01:58 

Client ID: B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injectecl <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

3,4'-Diisoprop~lbiphen~l 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 

4,4'-Diisoprop~lbiphen~l 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column cliameter: 0.25 

CAS Number Librar~ 

61434-46-6 NIST2002.L 

6566-19-4 NIST2002.L 

18970-30-4 NIST2002.L 

Entr~ 

81268 

81281 

81270 

10.0 
Scan 1501 <8.607 min) of S3G6600.D (Subtracted) (SCAL~ 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6600.D 

Date : 11-JUL-2010 01t58 

Client IDt B7G99 

Sample Info: J1304-18B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Anthracene, 9-but~l-1,2,3,4-tetrah~dro- 1000151-39-2 NIST2002.L 81276 64 C18H22 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 
Report Date: 04-Aug-2010 10:48 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 
J1304-19A Client Smp ID: B7GAO 
10-JUL-2010 02:16 
MMS SRC: LIMS 
J1304-19B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100709A.B\S3 SOM.m 
Meth Date 04-Aug-2010 10:29 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 21 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1.000 
2.000 

500.000 
2.000 

30.400 
30.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.349 1809485 

* 46 Acenaphthene-d10 6.010 852933 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Branched Alkane CAS #: 

2.634 1874917 41.4464229 970 0 0 25 

Unknown CAS #: 

2.677 1180824 26.1029834 610 0 0 25 

Unknown CAS #: 

2.826 2550746 56.3861029 1300 0 0 25 

Unknown CAS #: 

2.933 978662 21.6340497 510 0 0 25 

AMOUNT 
====== 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Cyclohexane, 1-ethyl-2-methyl-, cis- : 4923-77-7 

3.013 3116024 68.8819962 1600 11259 25 

Cyclohexane, 1-ethyl-2-methyl-, cis- : 4923-77-7 

3.104 1414260 31.2632455 730 11259 25 

Unknown 

3.195 2058644 45.5078286 1100 0 0 25 

Nonane, 2,6-dimethyl- 0 #: 17302-28-2 

3.275 3875822 85.6778788 2000 NIST2002.L 27133 25 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.313 3645764 80.5922903 1900 95 NIST2002.L 13631 25 

Cyclohexane, butyl- 0 #: 1678-93-9 

3.361 5239431 115.821452 2700 NIST2002.L 17300 25 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.542 2337304 51.6678234 1200 95 NIST2002.L 16319 25 

1-Decanol, 2-hexyl- CAS #: 2425-77-6 

3.799 2941940 65.0337367 1500 87 NIST2002.L 83804 25 

Naphthalene, decahydro-2-methyl-

0 
#: 2958-76-1 

4.023 1942159 42.9328496 1000 NIST2002.L 24328 25 

Branched Alkane CAS #: 

4.493 983101 21.7321726 510 0 0 25 

Branched Alkane CAS #: 

7.020 489718 22.9662643 540 0 0 46 

Anthracene, 2-methyl- CAS #: 613-12-7 

7.928 919345 43.1144650 1000 97 NIST2002.L 50612 46 

Anthracene, 2-methyl- CAS #: 613-12-7 

7.955 1244465 58.3616308 1400 93 NIST2002.L 50612 46 

4H-Cyclopenta[def]phenanthrene 0 #: 203-64-5 

8.030 2906436 136.302996 3200 NIST2002.L 49337 46 

18-Norabietane 

0 
#: 1000293-16-6 

8.067 6848681 321.182303 7500 NIST2002.L 95827 46 

n-Hexadecanoic acid CAS #: 57-10-3 

8.131 1463360 68.6271375 1600 96 NIST2002.L 92226 46 

1H-Phenanthro[9,10-d]imidazol-2-amine #: 37052-13-4 

8.158 4956796 232.458665 5500 NIST2002.L 78022 46 

10,18-Bisnorabieta-8,11,13-triene #: 32624-67-2 

8.195 1929838 90.5035316 2100 NIST2002.L 83831 46 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY 

Unknown 

8.238 1237438 58.0320681 

18-Norabietane 

8.281 12234337 573.753166 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 

8.382 5663815 265.615667 

10,18-Bisnorabieta-8,11,13-triene 

8.468 1768739 82.9484689 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta 

1400 

13000 

6200 

1900 

8.681 5914299 277.362621 6500 

Anthracene, 9-butyl-1,2,3,4-tetrahydro-

8.959 1350469 63.3328970 1500 

Phenanthrene, 1-methyl-7-(1-methylethyl) 

9.119 4354321 204.204404 4800 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 

9.744 3773153 176.949387 

1-Phenanthrenecarboxylic acid, 1,2,3,4,4 

9.910 10968975 514.411544 

Naphthacene 

9.963 

Unknown 

13.003 

3074332 144.176835 

2914605 136.686082 

4200 

12000 

3400 

3200 

CAS #: 

0 0 

CAS #: 1000293-16-6 

89 NIST2002.L 95827 

CAS #: 1000197-14-1 

99 NIST2002.L 92361 

CAS #: 32624-67-2 

91 NIST2002.L 83831 

81281 

: 1000151-39-2 

81276 

CAS 

99 NIST2002.L 78744 

CAS #: 6566-19-4 

99 NIST2002.L 81281 

CAS #: 1740-19-8 

99 NIST2002.L 117817 

CAS #: 92-24-0 

86 NIST2002.L 75252 

CAS #: 

0 0 

CPND # 

46 

46 

46 

46 

46 

46 

46 

46 

46 

46 

46 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date 10-JUL-2010 02t16 

Client ID: B7GAO Instrument: S3.i 

Sample Info: J1304-19B,,52646,, 

Volume Injected <uL)t 2.0 Operator: HHS SRC: LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS ~'lumber Librar~ Entr~ Qua lit~ 

C~clohexane, 1-eth~l-2-meth~l-, cis- 4923-77-7 i'liST2002.L 11259 72 

C~clohexane, 1-4-dimeth~l-, cis- 624-29-3 i'liST2002.L 6634 64 

C~clohexane, 1,4-dimeth~l-, trans- 2207-04-7 i'l!ST2002.L 6648 64 

Scan 454 <3.013 min) of S3G6571.D (Subtrac~7 <SCALED) 
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Entr~ #11259, C~clohexane, 1-eth~l-2-meth~l-, cis- ~om i'liST2002.L) <SCALED) 
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Entr~ #6634, C~c~gane, 1,4-dimeth~l-, cis- (from i'liST2002.L> (SCALED) 
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Entr~ #6648, c~~hexane, 1-4-dimeth~l-, trans- (from i'l!ST2002.L> <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date t 10-JUL-2010 02t16 

Client IDt B7GAO 

Sample Infot J1304-19B,,52646,, 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, 1-eth~l-2-meth~l-, cis­

C~clohexane, 1-meth~l-2-prop~l-

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

4923-77-7 NIST2002.L 

4291-79-6 NIST2002.L 

Entr~ 

11259 

17369 

10.0 
Scan 471 <3.104 min) of S3G6571.D (Subtr~~d) <SCALED) 
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Data Filet \\Avogadro\Organios\S3.I\100709A.B\S3G6571.D 

Date t 10-JUL-2010 02t16 

Client IDt B7GAO 

Sample Infot J1304-19B,,52646,, 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Nonane, 2,6-dimeth~l­

Deoane, 4-meth~l-

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

17302-28-2 NIST2002.L 

2847-72-5 NIST2002.L 

Entr~ 

27133 

27129 

Qualit~ Formula 

76 C11H24 

76 C11H24 

Soan 503 <3.275 ~) of S3G6571.D (Subtracted) <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3GG571.D 

Date 10-JUL-2010 02t1G 

Client IDt B7GAO 

Sample Infot J1304-19B,,52G4G,, 

Volume Injected <uL>t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Qualit~ Formula 

C~clohexane, but~l- 1G78-93-9 NIST2002.L 17300 70 C10H20 

10.0 
Scan 519 <3.3G1 min) of ~~71.D (Subtracted) (SCALED) 
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Data Filet \\Avogadro\Organios\S3.I\100709A.B\S3G6571.D 

Date t 10-JUL-2010 02t16 

Client IDt B7GAO 

Sample Infot J1304-19B,,52646,, 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qual it~ Formula 

Naphthalene, deoah~dro-2-meth~l- 2958-76-1 NIST2002.L 24328 83 C11H20 

ois-Deoalin, 2-s~n-meth~l- 1000155-85-6 NIST2002.L 24314 68 C11H20 

trans-Deoalin, 2-meth~l- 1000152-47-3 NIST2002.L 24310 64 C11H20 

10.0 
Soan~ <4.023 min) of S3G6571.D <Subtracted) <SCALED) 

7 _..-81 9~ 15c---

8.0 

137"'-. 6.0 
/19 

r1 16~ 4.0 ~5 10~ 

I, I. .JI ""1,111 
2.0 

I, I ... UI !Ill I ,,,,, 1., I~~ I o.o .... . . I .I 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 
m/z 

Entr~ #24328, Naphthale~~eoah~clro-2-meth~l- (from NIST2002.L) <SCALED) 
10.0 .--41 

15~ 
/'7 ~5 8.o 

~5 
6.0 /27 

137"'-. 
4.0 

10~ 

I, I. 2.0 

lli. ...... J ...... ' II .. 
12~ 

.I 1 .. ...1111 o.o ... II. .... '. II I. .. I. II I. .. ........ 11. ... . .. I. ... ' I. 
30 40 50 60 70 80 90 m/;oo 110 120 130 140 150 160 

10.0 
Entr~ #24314, ois-Deoalin, 2-s~~eth~l- (from NIST2002.L) (SCALED) 

_,A31 5 

8.0 /'7 

6.0 r1 
~5 

15~ 4.0 
11~ 

/29 12~ 2.0 

.. 1. 11 .... ..Ill 
137"'-. 

.L I. ..J I, I. 1. . .. L. o.o IJ. .. •. II 
.. "'' . I. d I. .. .. I. .. .. I. 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 
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10.0 
Entr~ #24310, trans-~flin, 2-meth~l- (from NIST2002.L) <SCALED) 

8.o /'7 
~5 

r1 ~5 15~ 
6.0 

4.0 137"'-. 

3~ 

1~. 
/09 

!1~.. 
2.0 12~ 

II. .I. .... II .. IL. . II •. o.o II. II .... II 1.ll I. loll •• I . ' I. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 

m/z 

Weight 
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/66 1.(8 
I.. . 

170 

170 
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170 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date 10-JUL-2010 02:16 

Client ID: B7GAO 

Sample Info: J1304-19B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

4H-C~clopenta[defJphenanthrene 

6H-C~clobuta[jkJphenanthrene 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

203-64-5 NIST2002.L 

83469-43-6 NIST2002.L 

Entr~ 

49337 

49336 

10.0 
Scan 1393 <8.030 min) of S3G6571.D (Subtracted) (SCALED) 

o"i89 

8.0 

6.0 

4.0 
16~ 

2.0 
/0 

o.o .. " .J(~.~ .. 1111 

?3 91"" 

. '''· .. ,,, . ..d. 1 •• luln.l .. ,,,,,!,,. olllll "'' 
217"" 

···'· ··'·· 
40 60 80 100 120 140 160 180 200 220 

mlz 

Qualit~ Formula 

64 C15H10 

64 C15H10 

24~ 

I 
26~ 

. I . . I, 
240 260 

10.0 
Entr~ #49337, 4H-C~clopenta[defJphenanthrene (from HIST2002.L) <SCALED) 

19(Y"'; 

8.0 

6.0 

4.0 

2.0 
3~ 

o.o .. ... ••••• •• 1 •• ••• 

40 60 

10.0 

8.0 

6.0 

4.0 

2.0 

o.o 
40 60 

9~ 

..... '''··~1~···· 16~ 

....... 1. ..J •. . .111.(93 
80 100 120 140 160 180 200 

mlz 
Entr~ #49336, 6H-C~clobuta[jkJphenanthrene (from NJST2002.L) 

18Vo 

9~ 

,, 

80 100 120 

16~ 

I 
140 m/z 160 180 

,,, 
200 

220 240 260 

(SCALED) 

220 240 260 

Weight 

190 

190 

280 

280 

280 



Data File! \\Avogadro\Organios\S3.I\100709A.B\S3G6571.D 

Date : 10-JUL-2010 02:16 

Client ID: B7GAO Instrument: S3.i 

Sample Info! J1304-19B,,52646,, 

Volume Injected <uL)! 2.0 Operator: HHS SRC! LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qual it~ Formula Weight 

18-Norabietane 1000293-16-6 NIST2002.L 95827 66 C19H34 262 

10.0 
Soan 1400 (8.067 min) of S3G6571.D <Subtracted) <SCALED) 

.~09 233--

8.o 

16~ 
/

262 
137""-

o.O-..:...:·I,.:.::.:.II.__,_ .• :.::..::.It.::.:,...:I.. '"--'-"'I 'c::.:.:..'·· '"-"'' ,J;:.=,I":::.::.:..:··" 1=J1 ::.:r:I'··"='.IJI=''··=""";:::.::.Id,= .. ····="J"::.:r:"·"...;:.:.:'·"='""·~·· ···=''JI,:..::.;:..•··· =···''(::..:;.:.::''"'·c:..:..:.:.·~~=ll 1.=:;1·····=·"·"="''''__:.:·':.:.;::..:""··:.:.._·· ·=l=-;' 
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....:.:..:.

3

:=..;;1,. ··=-..:··· ·:.:.;...:.:··· 11.::.:.:.:•··· ·:...:.:.:····:..::...·· :...._:_~~~__.:...;· .'---i-~ 
10.0 

8.o 

~ w 00 ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ 
mlz 

Entr~ #95827, 18-Norabietane (from NIST2002.L) (SCALED) 
109--"". 

26~ 

/.1.23 191, .-< 4.0 
1\1 / /63 ' 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date : 10-JUL-2010 02t16 

Client ID! B7GAO Instrument: S3.i 

Sample Info: J1304-19B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

LibrarH Search Compound Hatch CAS Number LibrarH 

1H-Phenanthro[9,10-dJimidazol-2-amine 37052-13-4 NIST2002.L 78022 

10.0 
Scan 1417 (8.158 min) of S3G6571.D (Subtracted) (SCALED) 

23¥"'; 

8.0 r09 
81"" 

9~ 6.0 
5~ 

4.0 137"" 
16~ 

191"" 2.0 
21~ 

QualitH Formula Weight 

64 C15H11N3 233 

/262 

/2~ 
o.o . I J. ... 1 II.. .... I t .... ,.I,II ...... IJ,II ..... :Iillll.. . 1.1111. .1.11 .. I. I. .... L .. I .... .... !.. ... .•••• ,.,,1 '""' . ... 11.~
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40 60 80 100 120 140 160 180 200 220 240 260 280 300 
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10.0 
EntrH #78022, 1H-Phenanthro[9,10-dJimidazol-2-amine (from NIST2002.L) (SCALED) 
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Data File~ \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date ~ 10-JUL-2010 02~16 

Client ID~ B7GAO 

Sample Info~ J1304-19B,,52646,, 

Volume Injected <uL)~ 2.0 

Column phase~ DB-5HS 

Instrument~ S3.i 

Operator~ HHS SRC~ LIHS 

Column diameter~ 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

10,18-Bisnorabieta-8,11,13-triene 32624-67-2 NIST2002.L 83831 70 C18H26 242 

10.0 
Scan 1424 <8.195 min) of S3G6571.D <Subtracted) (SCAL~ 

227 

8.0 

6.0 17~ /242 
14~ 

4.0 
12~ 

/73 21~ 2.0 ~1 ~1 
IlL 77"-., 

.. II .... 1 ......... I .... .~., .. /272 /287~ 
.. I .... .I. .. ln ... h .. .1hli I .hlllol ..II. .I. o.o • •• 1 ...... ••••••••. I, '"' I • Ill ''· .... ........ ........... 
40 60 80 100 120 140 160 180 200 220 240 260 280 300 

mlz 
Entr~ #83831, 10,18-Bisnorabieta-8,11,13-triene (from NIST2002.~ (SCALED) 

10.0 227 

8.0 
/43 

6.0 

4.0 

12~ 
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1/244 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date 10-JUL-2010 02t16 

Client IDt B7GAO 

Sa1¥1ple Infot J1304-19B,,52646,, 

Volul¥le Injected <uL)t 2.0 

Colul¥ln phaset DB-5HS 

Instrul¥lentt S3.i 

Operatort HHS SRCt LIHS 

Colul¥ln dial¥letert 0.25 

Librar~ Search Co1¥!pound Hatch CAS Nul¥!ber Librar~ Entr~ 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 6566-19-4 NIST2002.L 81281 

10.0 

8.o 

6.0 

4.0 

2.0 

Scan 1515 <8.681 IYlin) of S3G6571.D (Subtracted) (SCALED) 
22¥, 

23~ 

/-81 

/-65 

15~ 

Qualit~ Forl¥lula Weight 

70 C18H22 238 

o.o 

~3 7~ 10~ /-15 " 
tl.l.. ........................ lt .... tr ... ,,!J..,,,,,,,ri ......... J ......... .r •.......•. I ...... JL ...... II .... Jiil ...... irhlt .... ll ... lr.l... ...•.• 1 .. ..... 1 •........ (~~~- .(~~~···· . ....... 1

3

.~ 

10.0 

8.o 
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4.0 
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o.o 

40 60 80 100 120 140 160 180 
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200 220 240 

40 60 

Entr~ #81281, 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene (frol¥! NIST2002.L) 
~223 

181"' 
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... lit ...... 11 Jill, .. .lrllh I .. ,,,lnl, 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6571.D 

Date 10-JUL-2010 02!16 

Client IDt B7GAO 

Sample Info! J1304-19B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Anthracene, 9-but~l-1,2,3,4-tetrah~dro-

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

1000151-39-2 NIST2002.L 81276 

10.0 
Scan 1567 <8.959 min) of S3G6571.D <Subtracted) <SCA~) 

238 

8.o 

6.0 
/-95 

/-68 

4.0 

r1 /'7 /5 
15~ 

2.0 

111 .... JIL 
/220 

. I ........ ,I,~.. ..... 1 ....... ..lu ...... ~~i.lh ... of '·"lr.. ....•.. , ......... C..~~ ....... ·"'J,II ldlil I .. o1.1 .... 1, ... o.o o.ll 

40 60 80 100 120 140 160 180 200 220 240 
m/z 

10.0 
Entr~ #81276, Anthracene, 9-but~l-1,2,3,4-tetrah~- (from NIST2002.L) 

95 

8.o 

6.0 

4.0 
23~ 

/-65 
2.0 

.... C.~.~·-· .... -~~-~~ ......... 1~~.. ....... 1111 ............. 

/27 67"' ~9 
1 ................ o.o ·'·' •• 1.1 •••• .................... olt, .......................... . ... . ... I. 
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Qualit~ Formula Weight 

78 C18H22 238 

/261 /284 /31~ 
'''""''······'"' ....... ... .. .... 
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<SCALED) 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 
Report Date: 04-Aug-2010 14:24 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 
J1304-19ADL Client Smp ID: B7GAODL 
11-JUL-2010 02:24 
MMS SRC: LIMS 
J1304-19BDL,,52646,,2 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date : 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 21 
Dil Factor: 2.00000 
Integrator: HP RTE 
Target Version: 4.14 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

2.000 
2.000 

500.000 
2.000 

30.400 
30.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
%" Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.149 351202 

* 25 Naphthalene-dB 4.281 1150306 

* 65 Phenanthrene-d10 7.353 618611 

* 77 Chrysene-d12 9.869 1699332 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, (1-methylethyl)- ~ ,, ,,,_,,_, 
2.550 453595 51.6618942 2400 NIST2002.L 11235 8 

Branched Alkane CAS #: 
2.572 7a3065 80.0751734 3800 a 0 8 

Unknown CAS #: 
2.614 608142 69.2639412 3300 a 0 8 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 
Report Date: 04-Aug-2010 14:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2. 721 572184 65.1685726 3100 0 0 8 

Unknown CAS #: 

2.759 797175 90.7936745 4300 0 0 8 

Unknown CAS #: 

2.844 375117 42.7237159 2000 0 0 8 

Unknown CAS #: 

2.871 429172 48.8802771 2300 0 0 8 

3-Hexene, 3-ethyl-2,5-dimethyl- ~,, ,,,,,_,,_, 
2.951 1522751 173.432730 8200 NIST2002.L 17362 8 

Unknown CAS #: 

3.127 876715 99.8528408 4700 0 0 8 

Decane, 4-methyl- ~·' ,,,,_,,_, 
3.213 1909017 217.426288 10000 NIST2002.L 27129 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy #: 77-73-6 

3.245 1806152 205.710485 9700 95 NIST2002.L 13631 8 

Cyclohexane, butyl- ~ ,, ,,,,_,,_, 
3.293 1644588 187.309253 8800 NIST2002.L 17303 8 

Unknown CAS #: 

3.378 643138 73.2498277 3400 0 0 8 

Unknown CAS #: 

3.405 677096 77.1173554 3600 0 0 8 

Unknown CAS #: 

3.448 816780 93.0266300 4400 0 0 8 

Naphthalene, decahydro- CAS #: 91-17-8 

3.469 1480161 168.582029 7900 92 NIST2002.L 16286 8 

Unknown CAS #: 

3.501 440802 50.2048283 2400 0 0 8 

Unknown CAS #: 

3.544 361258 41.1452340 1900 0 0 8 

Unknown CAS #: 

3.672 504086 57.4125026 2700 0 0 8 

Straight-chain Alkane CAS #: 

3.736 1245798 43.3205355 2000 0 0 25 

Unknown CAS #: 

3.849 1218775 42.3808729 2000 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 
Report Date: 04-Aug-2010 14:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY 

Branched Alkane 

4.431 

Unknown 

7.941 

507127 17.6345097 

1416425 91.5873418 

18-Norabietane 

7.978 3059693 197.842627 

n-Hexadecanoic acid 

8.047 

Unknown 

8.074 

686135 44.3661341 

2179352 140.918957 

10,18-Bisnorabieta-8,11,13-triene 

8.117 1032226 66.7446911 

18-Norabietane 

8.192 5950549 384.768065 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 

8.299 2693056 174.135522 

10,18-Bisnorabieta-8,11,13-triene 

8.384 1084295 70.1115011 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 

830 

4300 

9300 

2100 

6600 

3100 

18000 

8200 

3300 

8.598 2856092 184.677602 8700 

Phenanthrene, 1-methyl-7-(1-methylethyl) 

9.030 2128791 50.1088807 2400 

1-Phenanthrenecarboxylic acid, 1,2,3,4,4 

9.789 969605 22.8231847 1100 

QC Flag Legend 

CAS #: 

0 

CAS #: 

0 

C5 
CAS 

#: 1000293-16-6 

NIST2002.L 

#: 57-10-3 

NIST2002.L 94 

0 

90 

98 

92 

CAS #: 

#: 32624-67-2 

NIST2002.L 

CAS #: 1000293-16-6 

NIST2002.L 

CAS #: 1000197-14-1 

NIST2002.L 

CAS #: 32624-67-2 

NIST2002.L 

CAS #: 6566-19-4 

95 NIST2002.L 

CAS #: 483-65-8 

99 NIST2002.L 

CAS #: 1740-19-8 

94 NIST2002.L 

0 

0 

95827 

92228 

0 

83831 

95827 

92361 

83831 

81281 

78744 

117820 

CPND # 

25 

65 

65 

65 

65 

65 

65 

65 

65 

65 

77 

77(L) 

L Operator selected an alternate library search match. 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 

Date t 11-JUL-2010 02t24 

Client IDt B7GAODL Instrurnentt S3.i 

Sarnple Infot J1304-19BDL,,52646,,2 

Volurne Injected <uL): 2.0 Operator: HHS SRC: LIHS 

Colurnn phase: DB-5HS Colurnn diarneter: 0.25 

Librar~ Search Cornpound Hatch CAS Nurnber Librar~ Entr~ 

C~clohexane, < 1-rneth~l eth~ 1)- 696-29-7 NIST2002.L 11235 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11178 
C~clohexane, undec~l- 54105-66-7 NIST2002.L 81257 

10.0 
~~367 (2.550 rnin) of S3G6601.D <Subtracted) (SCALED) 

8.0 

6.0 
5~ 

4.0 
67"' 12~ 

~7 2.0 .J .1(27 ul. o.o I. "II ••• 1 '. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

rn/z 

Qua lit~ Forrnula 

78 C9H18 

72 C9H18 

72 C17H34 

190 200 210 

Entr~ #1123~~clohexane, (1-rneth~leth~l)- (frorn NIST2002.L) <SCALED) 
10.0 

8.o 
5~ 

6.0 
41"' 

4.0 
/'7 

12~ 2.0 

.... 1.1.. .. 1.11 ... 
~5 .l//128 

o.o .. 1.1. ... II II . ..... 1 I. ......... •• 1 • 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 
rn/z 

10.0 Ents~1178, C~clohexane, prop~l- (frorn NIST2002.L) <SCALED) 

8.o 
r5 

6.0 41"' 

4.0 

12~ 
2.0 

.. 1. II ••. 1111 .. l11,. 
97"' . I . o.o .1.1.. . ... 1 I. •• hlo 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 
rn/z 

10.0 Entr~ #~~, C~clohexane, undec~l- (frorn NIST2002.L) <SCALED) 

8.o 

6.0 
5~ 

4.0 41"' 

.. IJ 
/'7 

2.0 ~7 

.• .11111. II. 12~ /-39 /54 
o.o .. hi. ..• 1 ..... I 1 •. .. I .. ..... .... .. . .. 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 
rn/z 

Weight 

126 

126 
238 

220 230 

220 230 

220 230 

23~ 

220 230 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6601.D 

Date : 11-JUL-2010 02t24 

Client ID: B7GAODL 

Sample Info: J1304-19BDL,,52646,,2 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

LibrarH Search Compound Hatch CAS Number LibrarH EntrH QualitH 

3-Hexene, 3-ethHl-2,5-dimethHl- 62338-08-3 NIST2002.L 17362 64 
m-Henthane, <1S,3R)-(+)- 13837-66-6 NIST2002.L 17334 64 
m-Henthane, <1S,3S)-(+)- 13837-67-7 NIST2002.L 17333 64 

10.0 
Soan 442 <2.951 min) of S3G6601.D ~btraoted) (SCALED) 

5~ 97 

8.0 

6.0 

4.0 ~1 6~ /3 

II 
2.0 111"' 

1~. 7~ ~25 I Ill o.o II. lo . I • I II I . I ' I, I. 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 Ent~~7362, 3-Hexene, 3-ethHl-2,5-dimethHl-
~9 

(from NIST2002.L) <SCALED) 

8.0 
97"' 

6.0 

4.0 
~1 

8~ 
2.0 /27 67"' 

I • I. I' II'. 10~ ~11 .I ~25 
o.o I I. . .. 1. . .. I ,,I, II.. . .. ' .I. I. ... . ...• I I. . . ..... I. . .... 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

EntrH #17334, m-Henthane, <1S,3R)-(+)- ~om NIST2002.L) <SCALED) 
10.0 55--.. 97 

8.0 

6.0 

4.0 
~1 

67 ~
9 /1 

2.0 /27 

111 ~~~~ ~~~I ~21 

o.o l1l I II l1 I I I I I I I I 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

EntrH #17333, m-Henthane, <1S,3S)-(+)- <from NIST2002.L) (SCALED) 
10.0 5V. 97-

8.0 

6.0 

4.0 
~1 /1 

67 ~
9 

2.0 /27 

111 1~~ ~~I. 11~ 

o.o 1.1 II II I I I I I 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

Formula Weight 

C10H20 140 

C10H20 140 

C10H20 140 

14~ 

.. 111 
15~~4 

140 150 

14~ 
~41 .. I. 

140 150 

14~ 

I 

1~41 
1 I 
140 150 

14~ 

1(41 

140 150 



Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 

Date : 11-JUL-2010 02!24 

Client ID! B7GAODL 

Sample Info: J1304-19BDL,,52646,,2 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Decane, 4-meth~l­

Nonane, 2,6-dimeth~l-

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2847-72-5 NIST2002.L 

17302-28-2 NIST2002.L 

Entr~ 

27129 
27133 

10.0 
Scan 491 (3.213 ~) of S3G6601.D <Subtracted) (SCALED) 

~3 71 

8.0 
57" 

Qualit~ Formula 

81 C11H24 

81 C11H24 

Weight 

156 

156 

I 
8~ 97"- 10~ r13 

o.o----.-------.--------'·=·'.;..:...c' I='~· ~·;..;..· . '"'""'·' 'c:...:.l '-'-'' 'c..,.-.:..-:...;..:1 -"-1. --=·...:..:.' ·.:..-· ~·.:....:..~~':...:....· -;-__;_;1,:.:;., ·_.:.;· ·~'-'-' -,-:..:..11"'"'""1, __;__;· 1...:.:.. ·__.:.;...:· (-,--26---=(.;.:..,' :...._· 39--.-15--=~c:..:...:..· ~~ 
10.0 

8.0 

..... 4.0 
ru 
E 
!.. 
0 z 

,... 
I'? 

10.0 

8.0 

< 6.0 
~ 
X 

v 
..... 4.0 
ru 
E 

20 30 40 

20 

50 60 70 90 100 110 120 130 140 150 

/29 I 
o.o---~~··~~~·'·~·~··_:_·~l.~l~'·~·~·r·~··~·~~~ '~·~··~··~··~'~~1.~·~·~~~~ . .1~~~5~~~~7----~·1~~--13~12_7"-~··~--1-41~~~·--~1-5~~ 

5 2.0 
z 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 

Date : 11-JUL-2010 02:24 

Client ID: B7GAODL 

SaMple Info: J1304-19BDL,,52646,,2 

VoluMe Injected <uL>: 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpound Hatch 

C~clohexane, but~l-

C~clohexane, (2-Meth~lprop~l)­

C~clohexane, 1,1'-<1,4-butanecli~l)bis-

InstruMent: S3.i 

Operator: HHS SRC: LIHS 

ColuMn diaMeter: 0.25 

CAS NuMber Librar~ 

1678-93-9 NIST2002.L 

1678-98-4 NIST2002.L 

6165-44-2 NIST2002.L 

Entr~ 

17303 

17357 

71128 

10.0 
Scan 50~~·293 Min) of S3G6601.D <Subtracted) (SCALED) 

8.o 
/'5 

6.0 

4.0 
/1 

/40 

.... t111. ... ,,,,I 
111""-2.0 

9~ /25 . I, I . /52 
o.o L ... II II . I.. 1 l.atl Ia ·• •. olllllltlh,, 111. . ·' .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
MIZ 

Qualit~ ForMula 

81 C10H20 

80 C10H20 

64 C16H30 

170 180 190 200 

10.0 
Entr~ ~17~~ C~clohexane, but~l- (froM NIST2002.L) <SCALED) 

8.o /'5 

6.0 

4.0 /1 

2~ 14~ 
2.0 

97""-
.. 1.(42 .. IJ. ... JI1 ........ 1 

/11 
... 1. d ... L . 1. . o.o ... II ......• ! •. ..... 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 
MIZ 

10.0 
Ent~~17357, C~clohexane, (2-Meth~lprop~l)- (froM NIST2002.L) (SCALED) 

8~ 
8.o 

6.0 41""-

4.0 
97""-

2.0 

II. ..... 11. .. . ..... 11 .. 

14~ J ..... II 1.1. ... 1. o.o ••••• 1 I. ·'· ..1. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 

Mlz 

10.0 
Entr~ ~71128, C~clo~~ne, 1,1'-(1,4-butanedi~l)bis- (froM NIST2002.L) <SCALED) 

8.o 5~ 

6.0 

4.0 
67""-

... it ....... 1 

/6 /39 2.0 /29 
/09 

.... ,II. 
13~ 

o.o .... ill. ...... II d . ...... d II. I. ····· ... ..1. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 

MIZ 

Weight 

140 

140 

222 

210 

210 

210 

210 

220 

220 

220 

~ 
220 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 

Date : 11-JUL-2010 02:24 

Client ID: B7GAODL Instrument: S3.i 

Sample Info: J1304-19BDL,,52646,,2 

Volume Injected <uL): 2.0 Operator: HHS SRC: LIHS 

Column phase: DB-5HS 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

18-Norabietane 1000293-16-6 NIST2002.L 95827 

10.0 
Scan~3 <7.978 min) of S3G6601.D <Subtracted) (SCALED) 

~1 10 

8.o 
~23 

Qualit~ Formula Weight 

60 C19H34 262 

23~ 

/262 
151"' 

o.o-..:,.:1 ~11. __,_,_ .• !!.:!.!!J,II.!:T'-•••.•• !.!!...!;.1 IC!!!.:._"· =·""!;!!!!I I.= .. ·"·=IJic=;l'··=··"l'=-'-'1111=···"~"'''1=11 .. = .. ···='·1"'~·····'-'=····.1="'··=·····;:..:.:.:.;"' 11='····:..:...:.::·· ... ~1""-"'--'-'·· ··=·II =1.' .. ;._;.:.:.· ~~:.:.::..:·~...:.:..:.'· ·..:..:.::;· ·'··~ .. ···~·· ·=··11."-"'.~~-=--~""-..:.:.:..:1, .. '-"-.. :.::.;..-····':.:..:._1. _.:.:.::..~ 
10.0 

8.o 

~ ~ M ~ ~ ~ ~ ~ ~ ~ ~ ~ 

EntrH ft95827, 18-Norabietane (from NIST2002.L) <SCALED) 
10¥1 

12~ /.191 

26~ 

" 16~ / 

o.o---.---_ _!!.!11 ="·~·~"=~'~' ...!!'':.;:..ell =1''-=IJI=II.cr-. -""='llc:.:...l. ='·"c:.;.=."'=""='"=''"='(.:.:.r'' ·=~~=·"1="':..:...'. ·:.:..:..·· =·J'""-'' 

1--"~~-'-'' •.c:.:.,"•,--:...:..· ·=·"':___,..-.:....:..·. _
21

_~-".1,_, --...---"''.:..:__'' --""=''·--.--:-:-(_

26

_

3 

40 60 80 100 120 140 m/z 160 180 200 220 240 260 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6601.D 

Date t 11-JUL-2010 02t24 

Client IDt B7GAODL 

Sample Infot J1304-19BDL,,52646,,2 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

10,18-Bisnorabieta-8,11,13-triene 32624-67-2 NIST2002.L 83831 

Qualit~ Formula 

70 C18H26 

Scan 1409 (8.117 min) of S3G6601.D <Subtracted) <SCALED) /": 
10.0 227 

8.o 

6.0 
/-72 24~ 

14~ 157"' 
4.0 

11~ 2.0 
r1 

.. ,IL. r1 77"' 
.. .II 1 ......... I. I .. hul,ll . 

19~ /254 
.. L .. 1~. ... 1hh .. II • o.o .. I .... ·······. ·'···· ... 1 ...... . 1 •.... . .. • .... 1.1 •. . ....... ..... . . 

40 60 80 100 120 140 
m;;o 

180 200 220 240 260 

10.0 
Entr~ #83831, 10,18-Bisnorabieta-8,11,13-triene (from NIST2002.L) <S~LED) 

227 

8.o 
/-43 

6.0 

4.0 
12~ 

~5 2.0 91"' 11~ 171"' 19~ 21~ .J "''"'" '''"'""'Jill ........ II 
1/244 

o.o .. L I IIIII loloiJI., '·"''' 11 ......... 11111 ........ ,,lh ......... J.J ........... 1 .... 1 tuf.,, .I. 
40 60 80 100 120 140 160 180 200 220 240 260 

mlz 

Weight 

242 

/269 ~ .... .. 
280 

280 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 
Report Date: 04-Aug-2010 14:04 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 
J1304-20A Client Smp ID: B7GA1 
11-JUL-2010 02:50 
MMS SRC: LIMS 
J1304-20B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 22 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value 

DF 
Uf 
Vt 
Vi 
Ws 
M 

Cpnd Variable 

ISTD 

1. 000 
2.000 

500.000 
2.000 

30.500 
31.000 

Description 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA AMOUNT 
============================== ====== ====== ====== 

* 46 Acenaphthene-d10 5.936 722068 40.000 

* 65 Phenanthrene-d10 7.352 586989 40.000 

* 77 Chrysene-d12 9.857 757050 40.000 

* 85 Perylene-d12 11.102 657520 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

cyclic Alkane CAS #: 

2.554 1193655 66.1241765 1600 0 0 46 

Branched Alkane CAS #: 

2.576 1870276 103.606529 2500 0 0 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 
Report Date: 04-Aug-2010 14:04 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Heptane, 3-ethyl-2-methyl-

0 
#: 14676-29-0 

2.613 1329698 73.6604655 1800 NIST2002.L 18484 46 

Unknown #: 

2.720 1702624 94.3191958 2200 0 0 46 

Unknown CAS #: 

2.779 4579979 253.714229 6000 0 0 46 

Nonane, 3-methyl- G #: 5911-04-6 

2.854 1185647 65.6805383 1600 NIST2002.L 18433 46 

Unknown CAS #: 

2.875 993492 55.0358556 1300 0 0 46 

Cyclohexane, 1,4-dimethyl-, cis- 0 #: 624-29-3 

2.955 5053526 279.947051 6700 NIST2002.L 6636 46 

Unknown CAS #: 

3.041 1733152 96.0103192 2300 0 0 46 

Unknown CAS #: 

3.131 3632101 201.205259 4800 0 0 46 

Branched Alkane CAS #: 

3.222 5075698 281.175298 6700 0 0 46 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.254 6886880 381.508205 9100 95 NIST2002.L 13631 46 

Branched Alkane CAS #: 

3.302 7364119 407.945533 9700 0 0 46 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.388 2458740 136.205296 3200 92 NIST2002.L 14329 46 

Unknown CAS #: 

3.452 2121361 117.515717 2800 0 0 46 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.479 4104555 227.377456 5400 91 NIST2002.L 16319 46 

Decane, 3-methyl- ~ ,, ,,,,,_,,_, 
3.548 1079145 59.7807447 1400 NIST2002.L 27132 46 

Unknown #: 

3.682 2745190 152.073566 3600 0 0 46 

Unknown CAS #: 

3.730 1279901 70.9018820 1700 0 0 46 

Unknown CAS #: 

3.746 1612876 89.3474872 2100 0 0 46 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 
Report Date: 04-Aug-2010 14:04 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Bicyclo[2.2.1]hept-2-ene, 2-methyl- C5 ,, "'_,,_, 
3.767 1508699 83.5764746 2000 NIST2002.L 5374 46 

Benzene, 1,2,4,5-tetramethyl- #: 95-93-2 

3.853 4835968 267.895117 6400 93 NIST2002.L 14361 46 

Unknown CAS #: 

3.906 1185713 65.6841780 1600 0 0 46 

cis-Decalin, 2-syn-methyl- #: 1000155-85-6 

3.954 1671452 92.5923894 2200 24314 46 

Cyclohexane, pentyl- : 4292-92-6 

3.975 1094721 60.6436004 1400 25844 46 

Unknown 

4.077 1601428 88.7133244 2100 0 0 46 

Unknown CAS #: 

4.109 900025 49.8581217 1200 0 0 46 

Unknown CAS #: 

4.349 847182 46.9307999 1100 0 0 46 

Branched Alkane CAS #: 

4.435 1217423 67.4408121 1600 0 0 46 

Unknown CAS #: 

6.689 523300 35.6599175 850 0 0 65 

Dodecyl acrylate (!) #: 2156-97-0 

6.903 466593 31.7956404 760 NIST2002.L 82423 65 

Branched Alkane CAS #: 

6.951 524344 35.7310417 850 0 0 65 

Unknown CAS #: 

8.164 883726 60.2208746 1400 0 0 65 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta CAS #: 6566-19-4 

8.591 579383 39.4816220 940 93 NIST2002.L 81281 65 

Unknown CAS #: 

9.601 909245 48.0414377 1100 0 0 77 

Unknown CAS #: 

12.859 2846330 173.155296 4100 0 0 85 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 

Date : 11-JUL-2010 02:50 

Client ID: B7GA1 

Sample Info: J1304-20B,,52646,, 

Volume Injected (uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Heptane, 3-eth~l-2-meth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

14676-29-0 NIST2002.L 18484 

10.0 
Scan 379 (~613 min) of S3G6602.D <Subtracted) <SCALED) 

57 

8.0 

6.0 4~ 

4.0 /71 9~ 

Qualit~ Formula 

64 C10H22 

2.0 8~ 

... ,.II 67"' 11~ /13 /23 

II I I I. ... • I • J! ,I. .. I. . .I". o.o I •• 1 I. .I . 
20 30 40 50 60 70 80 90 100 110 12<;> 130 

m/z 

10.0 
Entr~ #18484, Hept~7 3-eth~l-2-meth~l- <from NIST2002.L) <SCALED) 

8.0 
4~ 

6.0 

4.0 /27 9~ 
5~ 

... IJ 
/71 

... 11(00 

2.0 8~ 
/5 ... "'I . . . I. ....... IIi . /13 127"' 

o.o .• 1. I I. ...... "I.. .., .. .. 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

Weight 

142 

14~ \42 ..... 
140 

14~3 
. .... 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 

Date ! 11-JUL-2010 02!50 

Client ID! B7GA1 

Sample Infot J1304-20B,,52646,, 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Nonane, 3-meth~l­

Octane, 1,1'-ox~bis­

Decane, 2-meth~l-

10.0 

8.0 

6.0 

5911-04-6 NIST2002.L 

629-82-3 NIST2002.L 

6975-98-0 NIST2002.L 

18433 

83809 

27131 

~n 424 (2.854 min) of S3G6602.D <Subtracted) <SCALED) 
7 /71 

72 C10H22 

72 C16H340 

64 C11H24 

r3 
4.0 

1~. 
11~ 

2.0 

II .. ·' II' 
r23 ~2 r42 r52 

o.o I. ol. .. ·•· I '· 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 
~tr~ #18433, Nonane, 3-meth~l- (from NIST2002.L) (SCALED) 

10.0 57 

8.0 4~ 
71"' 

6.0 
2~ 

4.0 

.. II. ... JI. 
r13 2.0 

/5 

.. I, ~8 .d .. 14~ I, • , • ,. 1l1. o.o .. I. ..... 111. .... . .. ... 
20 30 40 50 60 70 80 90 ~~~ 110 120 130 140 150 160 170 180 

10.0 
E~~ #83809, 

57 71"' 
Octane, 1,1'-ox~bis- (from NIST2002.L) (SCALED) 

8.0 

6.0 4~ 

4.0 8~ 
2~ 

... ..11 .JI 1.. . .. 'J ..... 2.0 r11 

.d ... .I. I ~7 r29 r43 r73 
o.o ... II 1. •. ....... .. Ill.. lol I . .... 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 
mlz 

~tr~ #27131, Decane, 2-meth~l- (from NIST2002.L) <SCALED) 
10.0 43--": 57 

8.0 71"' 

6.0 

8~ 4.0 
2~ 

... J 
r12 

I, II 

2.0 

1.1. ..J, ~9 

' "" I 

li. 14~r41 r56 
o.o "' .. I. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 
mlz 

Weight 

142 

242 

156 

190 

190 

200 

200 

r85~ 

190 200 

190 200 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6602.D 

Date 11-JUL-2010 02!50 

Client ID! B7GA1 

Sample Info! J1304-20B,,52646,, 

Volume Injected <uL)! 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

C~olohexane, 1,4-dimeth~l-, cis-

C~olohexane, 1-meth~l-2-prop~l-

C~olohexane, 1-eth~l-1-meth~l-

Soan 
10.0 

5~ 
8.0 

6.0 

4.0 ~'3 

.J .. 11 

2.0 

L .I. I!. .. o.o .. II 
20 40 60 80 

10.0 5~ntr~ #6636, 

8.0 

6.0 

4.0 

3~ ~'3 

Instrument! S3.i 

Operator! HHS SRC! LIHS 

Column diametert 0.25 

CAS Number Librar~ Entr~ 

624-2'3-3 NIST2002.L 6636 

42'31-7'3-6 NIST2002.L 1736'3 

4'326-'30-3 NIST2002.L 11243 

44~(2.'355 min) of S3G6602.D <Subtracted) <SCALED) 
'37 

14~ 

.Ji 
/11 

.. L /52 
.• .1. .... 

100 120 140 160 180 200 
mlz 

C~olohexane, 1,4-dimeth~l-, cis- (from NIST2002.L) 
;---..97 

2.0 

.. 1 II. ...... J ......... I.II... ..... .II. Jl. IL ....... II o.o .• I. 

20 40 60 80 100 120 140 160 180 200 
mlz 

10.0 
Entr~ #1736'3, C~o~xane, 1-meth~l-2-prop~l- <from NIST2002.L) 

7 .. 
5~ 

8.0 

6.0 

4.0 ~'3 
3~ 

.. hll. II 
2.0 14~ 

... 111 l1l I, II. o.o ... 1.1 .. .. I. 
20 40 60 80 100 120 140 160 180 200 

mlz 

Qua lit~ 

80 

64 

62 

220 

(SCALED) 

220 

(SCALED) 

220 

10.0 
Entr~ #11243, 9~~ohexane, 1-eth~l-1-meth~l- (from NIST2002.L) (SCALED) 

5~ 

8.0 

6.0 

4.0 
27"" ~'3 

2.0 

Jl.. . .I. d ......... h I ........ J .......... I.I .......... .II. /11 

o.o .. .I. . .I .. ... 
20 40 60 80 100 120 140 160 180 200 220 

mlz 

Formula Weight 

C8H16 112 

C10H20 140 

C'3H18 126 

~ 
240 260 280 

240 260 280 

240 260 280 

240 260 280 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 

Date 11-JUL-2010 02:50 

Client ID: B7GA1 

Sa!Yiple Info: J1304-20B,,52646,, 

Volul\'le Injected <uL): 2.0 

Colu!Yin phase: DB-5HS 

Librar~ Search Co!Yipound Hatch 

Scan 554 
10.0 57~ 

8.0 
~1 

6.0 

4.0 

Instru!Yient: S3.i 

Operator: HHS SRC: LIHS 

Colu!Yin dia!Yieter: 0.25 

CAS Nu!Yiber Librar~ Entr~ 

13151-34-3 NIST2002.L 27132 

<3.5~ IYiin) of S3G6602.D (Subtracted) (SCALED) 
71 

8~ 

rog, 12~ 

Qualit~ For!Yiula 

74 C11H24 

I. 1111. 

2.0 

I, I. . .r.l lllr 
"3~ 137"' 151"' 

o.o I dl I I .. I .. I.. . . .111 

20 30 40 50 60 70 80 "30 100 110 120 130 140 150 
1\'1/Z 

Entr~ ~~32, Decane, 3-!Yieth~l- (froiYI NIST2002.L) (SCALED) 
10.0 

8.0 ~3 
/71 

6.0 
8~ 

/2"3 4.0 

12~ 2.0 

.J I .. 
"3~ r-4 I II 11~ II. .. d I o.o .. I .oil I .II, 

20 30 40 50 60 70 80 "30 100 110 120 130 140 150 
1\'1/Z 

Weight 

156 

16~ <LZO ,, '· 
160 170 

r-56 
I 

160 170 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 

Date t 11-JUL-2010 02t50 

Client IDt B7GA1 

Sample Infot J1304-20B,,52646,, 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch 
Unknown 

CAS Number Librar~ Entr~ 

Unknown 0 

6~Scan 579 <3.682 min) of S3G6602.D <Subtracted) <SCALED) 
10.0 ~5 /7 

/19 
8.0 

6.0 /1 

111"' 
4.0 

~3 13~ 

Qual it~ Formula 

0 

I I I, I II. ... II. 
15~ 

2.0 

I, II 81"' I 11,1,(38 1~. 1. d .. o.o I I II II I .. 1 I. •• 1 1~. . II . . . 
40 50 60 70 80 90 100 110 120 130 140 150 

mlz 

Weight 

0 

16~~0 
. . .. 

160 170 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6602.D 

Date 11-JUL-2010 02:50 

Client ID: B7GA1 Instrument: S3.i 

Samrle Info: J1304-20B,,52646,, 

Volume Injected (uL): 2.0 

Column rhase: DB-5HS 

Orerator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Comround Hatch CAS Number Librar~ Entr~ 

Bio~olo[2.2.1Jhert-2-ene, 2-meth~l- 694-92-8 NIST2002.L 5374 

10.0 
Soan 59~~·767 min) of S3G6602.D <Subtracted) (SCALED) 

8.0 

6.0 
131"" 

4.0 

/39 6~ /1 2.0 ?15 
r1 10~ 11~ 

. ''I. I 'I.. l ..... loll. . . 1. ... ,, !. . .~ .... I. II •. o.o • oloo, ...... .Ill II, 

40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ #5374, Bio~~~2.2.1Jhert-2-ene, 2-meth~l- (from NIST2002.L) 

8.0 

6.0 

4.0 
10~ 

2.0 /39 9~ 
.lr09 

r1 /5 

o.o , I, I .Iii" o lio L I 1.1. 
40 50 60 70 80 90 100 110 120 130 

mlz 

Qualit~ Formula Weight 

64 C8H12 108 

14~ 
?51 ~0 I. ... ,,, 

140 150 160 170 

<SCALED) 

140 150 160 170 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6602.D 

Date 11-JUL-2010 02t50 

Client IDt B7GA1 

Sample Infot J1304-20B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase! DB-5HS 

Librar~ Search Compound Hatch 

cis-Decalin, 2-s~n-meth~l-

Instrument: S3.i 

Operatort HHS SRC! LIHS 

Column diametert 0.25 

CAS Number Librar~ Entr~ 

1000155-85-6 NIST2002.L 24314 

Scan 630 <3.954 ~ of S3G6602.D (Subtracted) <SCALED) 
10.0 81--. :--95 52 

8.o 

6.0 
57"' 

137"" 

4.0 

2.0 

.. IJJ. .Ill ... .~IJ. .I I . II I. IJ. ··'''"· .1.. 
,,,,,, I L .. /78 267"" 

o.o ... 
40 60 80 100 120 140 160 180 200 220 240 260 

mlz 

Qualit~ Formula 

74 C11H20 

280 300 320 

10.0 81"-
Ent~~24314, cis-Decalin, 2-s~n-meth~l- (from NIST2002.L) <SCALED) 

8.o 

6.0 ~1 

4.0 15~ 

2.0 

JJ . .J11 ... ,JI 11 ..... n I. .... ..It lh ... 1.11 L .1.11 ... l o.o ..1 •.. ..I. 
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 

mlz 

Weight 

152 

35~ . .. 
340 

340 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6602.D 

Date : 11-JUL-2010 02:50 

Client ID: B7GA1 

Sample Info: J1304-20B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~olohexane, pent~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

4292-92-6 NIST2002.L 25844 

10.0 
Soan 634 <3.975 min) of S3G6602.D (Subtracted) (SCALED) 

8V. 

8.o 

6.0 
~5 

4.0 /-19 

~1 /'7 
2.0 

1 •.. .. 11 
/1 /-05 13~ 

o.o .. I ... II ' . I, !11 I t. •• ··'······ ),,,, 

30 40 50 60 70 80 90 100 110 120 130 
mlz 

Qualit~ Formula 

64 C11H22 

/-54 14~ 

.I .. 1 .. .... 
140 150 160 

Entr~ #25844, C~ol~~ne, pent~l- (from NIST2002.L) (SCALED) 
10.0 :--55 

8.o 

6.0 ~1 

4.0 /'7 
/29 

til. 
15~ 

2.0 

Ill ,, II. /7 

. "II L 111"' 12~ I. o.o I '" I. .. I. I .. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 

mlz 

Weight 

154 

/-66~ 
.. 

170 

170 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6602.D 

Date ! 11-JUL-2010 02!50 

Client ID! B7GA1 

Sample Info! J1304-20B,,52646,, 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Dodeo~l aor~late 

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

2156-97-0 NIST2002.L 82423 

10.0 5V. 
Soan 1182 (6.903 min) of S3G6602.D (Subtracted) (SCALED) 

8.o 

6.0 
7~ 

/3 4.0 ~7 

2.0 

Qualit~ Formula 

80 C15H2802 

Ill .. llol .JI .... 
127"' 

II .. 
/-40 

II .. 
16~ 19~ 211"'221"' /236 

.• 1 .. II ·'II ollllo. , oliJ ..•.• 1 o.o .... .... '' . ······ .. . ... ·'""' ..... 
40 60 80 100 120 140 160 - 180 200 220 240 

mlz 

10.0 5V. 
Entr~ #82423, Dodeo~l aor~late (from NIST2002.L> <SCALED) 

8.o 

6.0 

4.0 
7~ 

2.0 .J. .. ni!J 
97"' /-11 /-27 

.!Ill 
/-68 

1 .. ..L o.o .. 1.1. • ••• 1. ... ' 
40 60 80 100 120 140 160 180 200 220 240 

mlz 

Weight 

240 

268-~ 
. ... 

260 

260 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 
Report Date: 04-Aug-2010 10:48 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 
J1304-01B Client Smp ID: B7G82 
09-JUL-2010 18:42 
MMS SRC: LIMS 
J1304-01B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100709A.B\S3 SOM.m 
Meth Date 04-Aug-2010 10:29 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 3 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1.000 
2.000 

500.000 
2.000 

30.100 
18.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.307 593927 

* 46 Acenaphthene-d10 5.969 698346 

* 77 Chrysene-d12 9.916 4735703 

* 85 Perylene-d12 11.172 611030 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Benzene, 1-chloro-2-nitro- CAS #: 88-73-3 

4.660 346956 23.3669120 470 98 NIST2002.L 27932 25 

4-Nitrosophenyl-.beta.-phenylpropionate CAS #: 1000129-40-0 

5.178 88177 5.05061844 100 90 NIST2002.L 91419 46 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Naphthalene, 1,2-dimethyl- CAS #: 573-98-8 

5.659 90642 5.19178326 110 87 NIST2002.L 27166 46 

Unknown CAS #: 

6.102 98831 5.66083122 110 0 0 46 

Unknown CAS #: 

6.562 89959 5.15270975 100 0 0 46 

Dibenzofuran, 4-methyl- CAS #: 7320-53-8 

6.663 124357 7.12292121 140 91 NIST2002.L 44116 46 

Dibenzofuran, 4-methyl- CAS #: 7320-53-8 

6.738 149640 8. 57107919 170 91 NIST2002.L 44116 46 

Dodecyl acrylate CAS #: 2156-97-0 

6.930 526230 30.1415161 610 91 NIST2002.L 82423 46 

Unknown CAS #: 

6.962 220390 12.6235400 260 0 0 46 

Unknown CAS #: 

7.058 141531 8.10663974 160 0 0 46 

4,4'-Dimethylbiphenyl D'' .,_,_, 
7.171 111225 6.37073935 130 NIST2002.L 44179 46 

9H-Fluoren-9-one CAS #: 486-25-9 

7.213 279003 15.9807780 320 90 NIST2002.L 42768 46 

Dibenzothiophene CAS #: 132-65-0 

7.277 366734 21.0058608 430 97 NIST2002.L 45488 46 

Anthracene, 9-ethenyl- Gs #: 2444-68-0 

7.699 142526 8.16364883 170 NIST2002.L 58960 46 

Phenanthrene, 2-methyl- E)s #: 2531-84-2 

7.881 457328 26.1949024 530 NIST2002.L 50627 46 

Anthracene, 2-methyl- CAS #: 613-12-7 

7.908 543731 31.1439074 630 95 NIST2002.L 50612 46 

n-Hexadecanoic acid CAS #: 57-10-3 

8.068 753721 6.36628842 130 99 NIST2002.L 92228 77 

Naphthalene, 2-phenyl- CAS #: 612-94-2 

8.175 669052 5.65112960 110 94 NIST2002.L 58957 77 

Octadecanoic acid CAS #: 57-11-4 

8.821 839307 7. 08918960 140 94 NIST2002.L 108843 77 

11H-Benzo[a]fluorene CAS #: 238-84-6 

9.088 1220156 10.3060201 210 91 NIST2002.L 67033 77 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 
Report Date: 04-Aug-2010 10:48 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzo[b]naphtho[2,1-d]thiophene CAS #: 239-35-0 

9.671 519855 4.39094657 89 94 NIST2002.L 78652 77 

Benz[a]anthracene, 7-methyl- CAS #: 2541-69-7 

10.296 487647 4.11889702 83 95 NIST2002.L 83858 77 

Benzo[a]pyrene CAS #: 50-32-8 

10.947 607839 39.7910788 810 96 NIST2002.L 89817 85 

Benzo[j]fluoranthene CAS #: 205-82-3 

11.086 2117339 138.607750 2800 97 NIST2002.L 89822 85 

Unknown CAS #: 

12.956 4317704 282.650597 5700 0 0 85 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 

Date t 09-JUL-2010 18t42 

Client IDt B7G82 

Sample Infot J1304-01B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

4,4'-Dimeth~lbiphen~l 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

613-33-2 NIST2002.L 44179 

10.0 
Scan 1232 <7.171 min) of S3G6553.D <Subtracted) <SCALED) 

8.0 

6.0 

4.0 

Qualit~ Formula 

64 C14H14 

~81 

~67 

9~ ~52 2.0 
6"' /76 11~ 127"" ~39 5~ 

II Ill II~ 1.11 o.o ' " .II .I .. I,, 1.!11 l.o.ll 111111 ,, L ,I Ill I I .. II II II IIIII llh 
20 30 40 50 60 70 80 90 100 m/;:10 120 130 140 150 160 170 180 190 

Entr~ #44179, 4,4'-Dimeth~lbiphen~l <from NIST2002.L) <SCALED) 
182"""i 10.0 

8.0 

6.0 
167"" 

4.0 

8~ 15~ 11~ 2.0 3~ ~1 7~ ~28 

1~. 27"" 
... 111 

10~ 
.~!1 .. 1!'84 

o.o " . I .. d .. 1111. Ill!. II II Ill I . ' I. ul, 1.1. I .. h 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 

mlz 

Weight 

182 

201"" ~ 
,, I I 
200 

200 
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Data Filet \\Avogadro\Organios\S3.I\100709A.B\S3G6553.D 

Date 09-JUL-2010 18!42 

Client IDt B7G82 

Sample Infot J1304-01B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Anthracene, 9-ethen~l­
P~rene, 4,5-dih~dro­

Naphthalene, 1-phen~l-

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2444-68-0 NIST2002.L 
6628-98-4 NIST2002.L 
605-02-7 NIST2002.L 

Entr~ 

58%0 
58954 
58%5 

10.0 
Soan 1331 <7.699 min) of S3G6553.D (Subtracted) <SCALED) 

8.0 

o.o 
30 

/1 
tl •. 
40 

101"" 

~2 /74 

l11.11" 11d,, '" .•• 1111. l1t ,h . ,,.Ill,, I~~~ ~~~h. I , I (,4~.~~(~~ ,J 
50 60 70 80 90 100 110 120 130 140 150 160 

mlz 

Qualit~ Formula vleight 

60 C16H12 
60 C16H12 
60 C16H12 

204 
204 
204 

20«. 

19~ 

II I "~~~~~~~~ 
170 180 190 200 210 

10.0 
Entr~ #58960, Anthracene, 9-ethen~l- (from NIST2002.L) (SCALED) 

8.0 

< 6.0 
~ 
X 

101"" '"' .... 4.0 
'II 
s: 
5 2.0 o.o-.....:..:..:···.,...--_;4~~··= .. ('-. -3.;.:.: .. ·.....:·.:.:...·· -r·=·!=···=~·r-:-···=·(='··7.,..:.~~-· =·".:.:...11.::.....:. ·.:.:...·· =···c;.:.:llt:..:...·1-~.....;.·:...:.· ·...:..· -1.....:2~=-··=···'--r--=--· ·:_:.(.---3_9 .:.r:·~=···"-'-·~o_,..:.::···=··-1..,...7~...:.:·'="·.:.:..,·· -18-'~= .. ·:r-· -"-T·.I=I =1·.:....· ......-

:z: 

~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ ~ 180 190 200 210 
mlz 

10.0 
Entr~ #58954, P~rene, 4,5-dih~dro- (from NIST2002.L) (SCALED) 

20~ 

8.0 

101"" 

180 190 200 210 

10.0 
Entr~ #58965, Naphthalene, 1-phen~l- (from NIST2002.L) (SCALED) 

8.0 

101"". 

o.o-~-~·..,...-3-~~-·~·~5_1_""-.;.:.:"·~-~~-·~~-·-3~='1(='·.,.:.76~·~"'r·~·~· =".;.:.:l~~~--o.....;.~.::.....: .. ~·~·1~2~~~··~ .. T-~~-3-~~-·r·_.:....~·~.;.:.:''~· 5-o~··~··~· 1~7~~="'~"~· 1_8_~.:..:.:"'~-~-.. ~·•.;.:.:11~'~·~ 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 

mlz 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6553.D 

Date : 09-JUL-2010 18t42 

Client ID: B7G82 Instrul\'lent: S3.i 

SaiYlple Info: J1304-01B,,52646,, 

Volul\'le Injected <uL)t 2.0 

Colul\'ln phase: DB-5HS 

Operator: HHS SRC: LIHS 

,... 

Librar~ Search Col\'lpound Hatch 

Phenanthrene, 2-1\'leth~l­

Anthracene, 2-1\'leth~l­

Phenanthrene, 4-IYleth~l-

10.0 

8.0 

r <> 6.0 

~ 
..... 4.0 
'I) 
E 

5 2.0 

Colul\'ln dial\'leter: 0.25 

CAS Nul\'lber Librar~ 

2531-84-2 NIST2002.L 

613-12-7 NIST2002.L 

832-64-4 NIST2002.L 

Entr~ 

50627 

50611 

50622 

Scan 1365 <7.881 IYlin) of S3G6553.D <Subtracted) (SCALED) 

r4 ~65 

Qualit~ Forl\'lula 

81 C15H12 

76 C15H12 

70 C15H12 

191"" 

z 

II • I 1,1, I I 1 Ill! ln ..... . 
13~ 15~ 

o.o olllo II, o ,,, o II ol. o olo I Ioiii. o I . ul, .. .. ,,, ... .d II .. d. 

10.0 
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..... 4.0 
'I) 
E 
!.. 
0 z 

2.0 

o.o 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
1\'1/Z 

Entr~ #50627, Phenanthrene, 2-IYleth~l- (frol\'l NIST2002.L) <SCALED) 
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13~ 
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180 190 200 
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..... 4.0 
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5 2.0 
z 

Entr~ #50611, Anthracene, 2-IYleth~l- (frol\'l NIST2002.L) <SCALED) 
19~ 

Weight 

192 

192 

192 

210 220 

210 220 

95-,_ r6 ~65 I 
~3 "I /15 13~ /50 II I I/. 94 

0 0 I " ,II '" d I '" ,,I, I 
• --~30----4~0----5~0----6~0~-7~0~~8~0~~9~0~-1~0-0---1~10~--1"'2~1oz---1~3-0---1~4-0---15~0~-1~6~0~-1~7-0~-1~80--~19~0~-2~0-0---2~1-0--~22~0--

10.0 

8.0 

..... 4.0 
~ 
!.. 
0 z 

2.0 

Entr~ #50622, Phenanthrene, 4-IYleth~l- (frol\'l NIST2002.L) (SCALED) 
19~ 

30 220 



Data File: \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 
Report Date: 04-Aug-2010 14:16 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 
J1304-02B Client Smp ID: B7G83 
13-JUL-2010 14:46 
MMS SRC: LIMS 
J1304-02B,,52646,,4 
2,3 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100713A.B\S3 SOM.m 
Meth Date 04-Aug-2010 14:12 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 23 
Dil Factor: 4.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*{100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.300 
37.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 

Cpnd Variable Local Compound Variable 

ISTD RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.107 3238049 

* 46 Acenaphthene-d10 5.741 682023 

* 65 Phenanthrene-d10 7.141 759296 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.210 2640696 32.6208293 3400 0 0 25 

Unknown CAS #: 

2.306 4670030 57.6894201 6000 0 0 25 

Branched Alkane CAS #: 

2.392 4289157 52.9844542 5600 0 0 25 

AMOUNT 
====== 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 
Report Date: 04-Aug-2010 14:16 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY 

Octane, 3-ethyl-

2.419 

Unknown 

2.461 

Unknown 

2.563 

Unknown 

2.600 

Unknown 

2. 712 

2491958 30.7834508 

5167281 63.8320171 

4500266 55.5923144 

1902360 23.5000698 

6261506 77.3491163 

Cyclohexanone, 3-butyl-

2.883 3569998 44.1005989 

Unknown 

2.964 4641709 57.3395666 

Heptane, 3,3,5-trimethyl-

3.070 7801442 96.3721226 

Cyclohexane, butyl-

3.145 9809461 121.177412 

Unknown 

3.183 4417544 54.5704382 

Benzene, 1,2-diethyl-

3.231 3435871 42.4437150 

Naphthalene, decahydro-

3.316 6671032 82.4080277 

Unknown 

3.359 3668475 45.3171000 

Cyclohexane, 1,1'- (1-methylethylidene)bi 

3200 

6700 

5800 

2500 

8100 

4600 

6000 

10000 

13000 

5700 

4400 

8600 

4700 

3.444 6530260 80.6690636 8500 

Unknown 

3.567 2478855 30.6215801 

Tricyclo[3.3.1.1(3,7)]decane, 1-nitro-

3.631 3238381 40.0040932 

Benzene, 1,2,4,5-tetramethyl-

3.690 8484423 104.809064 

Adamantane, 1,3-dimethyl-

3.727 1599294 19.7562594 

3200 

4200 

11000 

2100 

f) #: 5881-17-4 

NIST2002.L 

0 

0 

0 

0 

0 

0 

CAS #: 

CAS #: 

CAS #: 

CAS #: 

#: 39178-69-3 

NIST2002.L 

CAS #: 

#: 7154-80-5 

NIST2002.L 

#: 1678-93-9 

NIST2002.L 

CAS #: 

CAS #: 135-01-3 

94 NIST2002.L 

CAS #: 91-17-8 

95 NIST2002.L 

CAS #: 
0 

#: 54934-90-6 a NIST2002.L 

0 

96 

CAS #: 

#: 7575-82-8 

NIST2002.L 

CAS #: 95-93-2 

NIST2002.L 

CAS #: 702-79-4 

94 NIST2002.L 

18425 

0 

0 

0 

0 

25471 

0 

18478 

17300 

0 

14329 

16287 

0 

61714 

0 

43295 

14361 

31982 

CPND # 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 

25 



Data File: \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 
Report Date: 04-Aug-2010 14:16 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

3.792 3839065 47.4244195 5000 0 0 25 

Cyclohexane, tetradecyl-

CJ 
#: 1795-18-2 

3.818 2024125 25.0042488 2600 NIST2002.L 106405 25 

Benzene, 1-ethyl-2,4-dimethyl- CAS #: 874-41-9 

3.909 6435488 79.4983323 8300 95 NIST2002.L 14370 25 

2-Butene, 3-chloro-1-phenyl-, (Z)- CAS #: 16608-68-7 

4.128 3044182 37.6051329 3900 92 NIST2002.L 32912 25 

Unknown CAS #: 

5.031 948229 55.6126719 5800 0 0 46 

Decahydro-4,4,8,9,10-pentamethylnaphthal CAS #: 80655-44-3 

5.197 990432 58.0878093 6100 92 NIST2002.L 61716 46 

Unknown CAS #: 

5.619 380599 22.3217398 2300 0 0 46 

Unknown CAS #: 

8.092 344160 18.1304634 1900 0 0 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.183 552936 29.1288766 3100 87 NIST2002.L 83831 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta CAS #: 6566-19-4 

8.380 1301417 68.5590700 7200 95 NIST2002.L 81281 65 
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Data File: \\Avogadro\Organics\s3.I\100713A.B\S3G6696.D 

Date 13-JUL-2010 14:46 

Client ID: B7G83 

Sample Info: J1304-02B,,52646,,4 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Octane, 3-eth~l-

Scan 
10.0 

8.0 
/3 

6.0 

4.0 

2.0 

o.o L I I. 
20 30 40 

10.0 
Entr~ 

8.0 4~ 

6.0 

4.0 /29 

1.1. 
2.0 

I r4 I o.o I 

20 30 40 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

5881-17-4 NIST2002.L 18425 

342 $-419 min) of ~G66%.D <Subtracted) (SCALED) 
57 71 

7~ 

.... J ?5 97"' 

I I. I. . I d . l11. 
50 60 70 

mlz 
80 90 100 

#18425, Octane, 3-~.y{- (from NIST2002.L) <SCALED) 

/7 

5~ 

... Ji ?3 9~ 
I I .II I I .Ill ... 

50 60 70 80 90 100 
mlz 

Qualit~ Formula Weight 

64 C10H22 142 
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d .. 14~3 
), '· .... 
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I. \42 
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Data File: \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 

Date : 13-JUL-2010 14:46 

Client ID: B7G83 

Sample Info: J1304-02B,,52646,,4 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexanone, 3-but~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

39178-69-3 NIST2002.L 25471 

Scan 429 <2.883 min) of S3G6696.D ~ubtracted) <SCALED) 
10.0 97 

8.0 5~ 

6.0 6~ 

4.0 r1 

/70 111"' 
~1 2.0 

I,. 1/12 
L II. I .. II I • I .I "I. . ..... I, I o.o .• •• 11 .. . .. I I. . .. 

30 40 50 60 70 80 
mlz 

90 100 110 120 

Qualit~ Formula 

64 C10H180 

14~ 
/25 

1. . .I . . 
130 140 

Entr~ #25471, C~clohexanone, 3-but~l- ~om NIST2002.L) <SCALED) 
10.0 97 

8.0 

6.0 

5~ 4.0 
111"' r1 

6~/70 
... 1!"13 
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o.o . 1.1 ... " . . !Ill .. •.•. I .I J. . • til I. ... .. . . 

30 40 50 60 70 80 
mlz 

90 100 110 120 130 140 
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Data File: \\Avogaclro\Organios\S3.I\100713A.B\S3G6696.D 

Date : 13-JUL-2010 14:46 

Client ID: B7G83 Instrur<~ent: S3.i 

Sar<~ple Info: J1304-02B,,52646,,4 

Volur<~e Injeotecl <uL): 2.0 

Colur<~n phase: DB-5HS 

Operator: HHS SRC: LIHS 

Librar~ Search Cor<~pouncl Hatch 

Heptane, 3,3,5-trir<~eth~l­
Ootane, 3,3-clir<~eth~l-

10.0 
4~ 

8.o 

6.0 

4.0 

CAS Nur<~ber Librar~ 

7154-80-5 NIST2002.L 
4110-44-5 NIST2002.L 

Entr~ 

18478 
18449 

Soan 464 <3.070 1'1~) of S3G6696.D (Subtracted) (SCALED) 
71 

57"" 

Qualit~ Forr<~ula 

64 C10H22 
64 C10H22 

2.0 .... JI 81"" 9~~7 
/-13 

13~ 

o.o I I I .. I. .. .. l1l I .... 11dl •. 
127"" 

...... ldd .. .... L1 . 1 ... . . ... . . 
20 30 40 50 60 70 80 90 100 110 120 130 140 

r<~lz 

Entr~ #18478, Heptane, ~3,5-trir<~eth~l- (fror<~ NIST2002.L) <SCALED) 
10.0 71 

8.0 

6.0 4~ 
57"" 

4.0 

/29 11~ 2.0 /72 /5 

II /-4 1.1. L I I 

~7 II. 127"" 
o.o ... ... 1 I . ... I I. . . ,,1. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
r<~lz 

10.0 
Entr~ #18449, Ootane~,3-clir<~eth~l- (fror<~ NIST2002.L) <SCALED) 

71 

8.o 

6.0 
4~ 57"" 

4.0 

11~ /29 

1!1 

2.0 /5 ,, /72 127"" /-4 !.I. ~7 d. o.o .. . ... I . .... 1 I .. I. I. 

20 30 40 50 60 70 8~/z 90 100 110 120 130 140 
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Data File: \\Avogadro\Organios\S3.I\100713A.B\S3G6696.D 

Date ! 13-JUL-2010 14!46 

Client ID! B7G83 

Sample Info: J1304-02B,,52646,,4 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~olohexane, but~l­

C~olohexane, 2-propen~l­

C~olohexane, oot~l-

10.0 

8.0 

6.0 
/1 

4.0 

2.0 

.. I o.o II. .. 
20 30 40 

10.0 

8.o 

6.0 

4.0 41" 

... 1.111. 

2.0 2~ 

. I. I. o.o 
20 30 40 

10.0 

8.0 

6.0 41" 

4.0 
27" 

.. J 
2.0 

Ji. o.o .. 1. II.. 

20 30 40 

10.0 

8.o 

6.0 

4.0 

.. 1.(~·9· .JJ 2.0 

o.o 
20 30 40 

1678-93-9 NIST2002.L 

2114-42-3 NIST2002.L 

1795-15-9 NIST2002.L 

17300 

10328 

53644 

Soan 478 <3.145 ~3of S3G6696.D (Subtracted) (SCALED) 

~5 

?7 
/-11 /-40 

~6 

81 C10H20 

72 C9H16 

64 C14H28 

/55 
... II 1!, ... JL .... ~~,.I II .... 1 .. ,, ........... .I. 13~ I 

1.111.. 1...... 1 •••••• .... 
50 60 70 80 90 100 110 120 130 140 150 160 170 

mlz 
Entr~ #17300, C~olo~~ne, lout~l- (from NIST2002.L) (SCALED) 

5~ 

?7 14~ 

~7 
.Jil. 

/-11 
.1.(42 L . I. .... 11 •••• 1 ..... 1 •• ..... 

50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

Entr~ #10328, 
55--

C~olohe~3 2-propen~l- (from NIST2002.L) (SCALED) 

?7 

.... J ... ~6 12~ 

.11.11 1.. . o.lol I. ... ,1. .. .I. 
50 60 70 80 90 100 110 120 130 140 150 160 170 

mlz 
Entr~ #53644, c~~exane, oot~l- (from NIST2002.L) (SCALED) 

5~ 

67" 

.Jil .. 97" 11~ /-25 /-39 /-68 
... ol II. ·····' I. ....• 1.. ,,II, .. .. 

50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

180 

180 

180 

180 

Weight 

140 

124 
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190 

190 

190 

19~ .. 
190 
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Data File: \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 

Date : 13-JUL-2010 14:46 

Client ID: B7G83 Instrument: S3.i 

Sample Infot J1304-02B,,52646,,4 

Volume Injected (uL): 2.0 Operator: HHS SRC: LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

C~clohexane, 1,1'-(1-meth~leth~lidene)bi 54934-90-6 NIST2002.L 61714 

10.0 6Yo 
Scan 534 (3.444 min) of S3G6696.D (Subtracted) <SCALED) 

8.0 
12~ 

6.0 

8~ 
4.0 ~1 ~5 

2.0 10~ 15~ 

Qualit~ Formula 

64 C15H28 

.. It IJ. ,I L !1. 9~ II 13~ /'"54 /'"67 
o.o I II. '· • 111. •. ' I. ... 'I. . .. 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

10.0 
Entr~ #6171~;~clohexane, 1,1'-<1-meth~leth~lidene)bis- (from NIST2002.L) <SCALED) 

~1 12~ 
8.0 

6.0 
~5 

8~ 

4.0 

2.0 

11 ......... 11 J ...... J 
10~ 

1 ...... !.Ill 97"" .. 1 /'"29 
o.o 1 .......... 111 ........... 1 ............. , 1 ............. 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

Weight 

208 

180 190 

19~ 
.... 

180 190 



Data Filet \\Avogadro\Organios\S3.I\100713A.B\S3G6696.D 

Date t 13-JUL-2010 14t46 

Client IDt B7G83 

Sample Infot J1304-02B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Tric~clo[3.3.1.1<3,7)Jdecane, 1-nitro-

1-Adamant~l bromometh~l ketone 
1-Adamantanecarboxlic acid chloride 

Instrumentt S3.i 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

7575-82-8 NIST2002.L 
5122-82-7 NIST2002.L 
2094-72-6 NIST2002.L 

Entr~ 

43295 
91762 
54544 

10.0 
Scan 569 <3.631 min) of S3G66~6.D <Subtracted) <SCALED) 

13V, 

8.0 

o.o 
20 40 60 80 100 120 m/z 140 160 180 

Qualit~ Formula Weight 

72 C10H15N02 181 
72 C12H17Br0 256 
72 C11H15Cl0 198 

200 220 240 

Entr~ #43295, Tric~clor3.3.1.1(3,7)Jdecan~, 1-nitro- (from NIST2002.L) <SCALED) 
13&"'. 

8.0 

..... 4.0 
trJ 3~ /79 ~3 

:~:- --.----.:..l="l.:....._:.:··.:r:IJ.=····__;·="I.=I..·,_:~~=~=L=-. =··-':;.rJ,:.;...:·· ·=····=.1'1=, .. --.-:-:-::····=·1.·'----"'···"-'T····:...._...:·_;_· =··1:.....,(_3_7~-,---18_~--i---...-----.-----.---
e: 
t. 
0 :z: 

10.0 

8.0 

..... 4.0 
trJ e: 
t. 
0 :z: 

10.0 

8.0 

20 40 60 80 100 120 m/z 140 160 180 200 

Entr~ #91762, 1-Adamant~l bromometh~l_ketone (from NIST2002.L) <SCALED) 
13&"'. 

mlz 
Entr~ #54544, 1-Adamantaneoarboxlic a~iJtchloride (from NIST2002.L) <SCALED) 

13<r I 

79-... 93--. 

220 240 

"-.. "-.. /07 

o.o ~~~~~-2-7~--~~.~~-·--1~-·~···~'··~--~··~"'~···~-'~·I·~I.~.~',I~,·~~···~I.~.~·T··--~·-~I.~----~/ __ 6_3 __ ~----~----~----~-----
20 40 60 80 100 120 140 160 180 200 220 240 

mlz 



Data Filet \\Avogadro\Organics\S3.I\100713A.B\S3G6696.D 

Date 13-JUL-2010 14t46 

Client IDt B7G83 Instrument: S3.i 

Sample Info: J1304-02B,,52646,,4 

Volume Injected <uL)t 2.0 Operator: HHS SRC: LIHS 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, tetradec~l­

n-Am~lc~clohexane 

C~clohexane, <1-meth~leth~l)-

10.0 

8.0 

Column diameter: 0.25 

CAS Number Librar~ 

1795-18-2 NIST2002.L 

29949-27-7 NIST2002.L 

696-29-7 NIST2002.L 

Entr~ 

106405 

25829 

11222 

Sc~~4 <3.818 min) of S3G6696.D <Subtracted) <SCALED) 

h 7 /131 

Qualit~ Formula 

64 C20H40 

64 C11H22 

64 C9H18 

Weight 

280 

154 

126 

/ / /54 

o.o~----~-~~"~-~~.11~, ~-~~1 __ .~.1~1~·~· .. ~~···~~~~~~'"'~···~~~-··~··~··~'·~J..~·~··~-~~r._77_~~9~2----~--~----~--~ 
10.0 

8.0 

..... 4.0 
Ill 

20 40 60 

41"' 

80 100 120 140 160 180 200 220 240 260 280 
m/z 

Entr~~06405, C~clohexane, tetradec~l- (from NIST2002.L) <SCALED) 

E 
!.. 
0 :z: 

2.0 ~7 

o.o·--~·~··~~-·~·~ .. ~~J~··~·"~'·~·.I~,Iu~·~··~···~l'·~··~··l~··~-·~·"·~·12-~r··~"·--~-~~--39~··~··1~6~~-··~· --·~··-19-~~-~·~~9-7--~/-2_2_4~25-~~~--2-8~-+'' 
20 40 60 

10.0 

8.0 
,.... 
M 
< 6.0 
~ 
X 

'"" ..... 4.0 
Ill 
E 

80 100 120 140 
m/z 

160 180 200 

Entr~ #25829, n-Am~lc~clohexane (from NIST2002.L) <SCALED) 
8~ 

220 240 260 280 

2~ 15~ 

o.o- ..::··'--r-=·IJ'-'--.:rlt~l"-. ..::.;"'=11 1,:...,-::..·' =''11.:......::..:;"'·=1._
9

..:.__~"-= .. '·~=·t--.-11_:;_ .. --.-----"l.'--r----.----..--_____,--..----.----.-
5 2.0 
:z: 

20 40 60 80 100 120 160 180 200 220 240 260 280 

10.0 
Entr~ #112~3c~clohexane, <1-meth~leth~l)- (from NIST2002.L) <SCALED) 

5~ 8~ 
8.0 

..... 4.0 

~ 
!.. 
0 :z: 2.0 27"' I 12~ 

o.o~~·='.I.-=···1.~11.-="·'=II~.~.=··"=J..~ .... ,=I.~ .. =····~~···--..-~.1~. -~---.----~--~----..-----~---.----~ 
20 40 60 80 100 120 140 

m/z 
160 180 200 220 240 260 280 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6585.D 
Report Date: 04-Aug-2010 11:23 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6585.D 
J1304-03A Client Smp ID: B7G84 
10-JUL-2010 19:39 
MMS SRC: LIMS 
J1304-03B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date : 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 5 
Dil Factor: 1.00000 
Integrator: HP RTE Compound Sublist: SOM.sub 
Target Version: 4.14 
Processing Host: TARGET107 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1.000 
2.000 

500.000 
2.000 

30.500 
10.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 

Cpnd Variable Local Compound Variable 

ISTD RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.142 296693 

* 65 Phenanthrene-d10 7.341 575467 

* 77 Chrysene-d12 9.846 1238343 

* 85 Perylene-d12 11.086 677249 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

2-Pentene, 3-methyl-, (E)- ~ #: 616-12-6 
2.437 44407 5.98686792 110 NIST2002.L 1485 8 (L) 

Unknown CAS #: 

2.656 49584 6.68491150 120 0 0 8 (L) 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6585.D 
Report Date: 04-Aug-2010 11:23 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Cyclic Alkane CAS #: 

6.892 302604 21.0335970 380 0 0 65 

Unknown CAS #: 

7.832 72338 5.02814347 92 0 0 65 

Anthracene, 2-methyl- CAS #: 613-12-7 

7.854 69694 4.84434861 88 97 NIST2002.L 50612 65 

n-Hexadecanoic acid CAS #: 57-10-3 

8.025 268891 18.6902826 340 95 NIST2002.L 92228 65 

9,10-Anthracenedione CAS #: 84-65-1 

8.137 121684 8.45808158 150 98 NIST2002.L 61654 65 

Phenanthrene, 2,3-dimethyl- c:J #: 3674-65-5 

8.367 104858 7.28851900 130 NIST2002.L 60351 65 

Octadecanoic acid D'' ,,_,,_, 8. 773 128542 4.15205122 76 NIST2002.L 108843 77 

Unknown CAS #: 

8.906 166667 5.38355546 98 0 0 77 

Benzo[b]naphtho[2,1-d]thiophene 

0 
#: 239-35-0 

9.606 153729 4. 96564687 90 NIST2002.L 78650 77 

Benzo[k]fluoranthene CAS #: 207-08-9 

10.861 93842 5.54256184 100 98 NIST2002.L 89823 85 (L) 

Unknown CAS #: 

12.849 1979818 116.932868 2100 0 0 85 

QC Flag Legend 

L Operator selected an alternate library search match. 
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Data Filet \\Avogaclro\Organios\S3.I\100710A.B\S3G6585.D 

Date : 10-JUL-2010 19!39 

Client ID! B7G84 

Sample Info: J1304-03B,,52646,, 

Volume Injeotecl <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column cliameter: 0.25 

Librar~ Search Compouncl Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

2-Pentene, 3-meth~l-, <E>-

2-Pentene, 3-meth~l-, (Z)-

2-Pentene, 3-meth~l-

616-12-6 NIST2002.L 

922-62-3 NIST2002.L 

922-61-2 NIST2002.L 

1485 

1491 

1450 

Soan 346 <2.437 min) of S3G6585.D <Subtraotecl) (SCALED) 

80 C6H12 

80 C6H12 

80 C6H12 

84 

84 

84 

6V. 10.0 
~4 

41" 
8.0 

/'7 
6.0 

5~ 
4.0 ~3 

II 
70 77" 2.0 5~ 

I ( I 8~ o.o I I II II I II I I I 
0 4 8 12 16 20 24 28 32 36 4~/z 44 48 52 56 60 64 68 72 76 80 84 

10.0 
Entr~ #1485, 2-Pentene, 3-meth~l-, 

41::.---: 
<E>- (from NIST2002.L) <SCALED) 

~9 
8.0 

6.0 
/'5 

8~ 
27" 4.0 

3~11 2.0 

I .. 1~/-6 ,I!.~~ ~4 51" /- 6~6~ /72 /77 ~6 
o.o .. ... I. I II. . I I I I, • • '• I' lo I .. . . I, I o I • I I • 

0 4 8 12 16 20 24 28 32 36 40 44 48 52 56 60 64 68 72 76 80 84 
mlz 

10.0 
Entr~ #1491, 2-Pentene, 3-meth~l-, 

41:?': 
<Z>- (from NIST2002.L) <SCALED) 

8.0 
~9 

6.0 
/'5 

8~ 27" 4.0 

3~11 2.0 
1~/-6 I .. ~4 51" /- I /30 6~6~ 7~ /77 ~6 

o.o . . . . . I. . I I . II. . . I I I I, • •••• I. I I I ..... , . '.'., I . 

0 4 8 12 16 20 24 28 32 36 40 44 48 52 56 60 64 68 72 76 80 84 
mlz 

Entr~ #1450, 2-Pentene, 3-m~~l- (from NIST2002.L) <SCALED) 
10.0 41 ~9 

8.0 

6.0 5~ 8~ 

4.0 

27" /29 2.0 3:; I, ~3 I. 51" /-5 
I I, I ... II .. 6~6~ /77 

o.o .. • I I I I, •••• I. I. I. 1. 1,1 I I I. 

0 4 8 12 16 20 24 28 32 36 40 44 48 52 56 60 64 68 72 76 80 84 
mlz 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6585.D 

Date : 10-JUL-2010 19:39 

Client ID: B7G84 

Sample Info: J1304-03B,,52646,, 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Phenanthrene, 2,3-dimeth~l­

Phenanthrene, 2,5-dimeth~l-

3674-65-5 NIST2002.L 

3674-66-6 NIST2002.L 

25152-47-0 NIST2002.L 

60351 

60352 

60391 

76 C16H14 

68 C16H14 

Benzene, (2-meth~lene-1-phen~lc~cloprop~ 68 C16H14 

10.0 
Scan 1456 <8.367 min) of S3G6585.D <Subtracted) (SCALED) 

8.o 

6.0 
191"'-

4.0 

r54 r65 12~ 

,II. 

2.0 r4 6~ /76 101"'- r03 14~ 

.1.11. 1ll o.o I II. 1.1, 1 ill • .1. I I I III I I 1111 I I 

"' 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 
m/z 

Entr~ #60351, Phenanthrene, 2,3-dimeth~l- (from NIST2002.L) <SCALED) 
10.0 

8.0 

6.0 

4.0 
191"'-

~9 2.0 

.~.~~- .1 .. .~IJ 1~-~- r65 

... l1 3~ 51"'- ~3 r26 r39 r52 

o.o I ••• .... "·· ..... .• I.. ........ ..... . ..... . .•. 1. H I.J I, 1. . 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 

m/z 
Entr~ #60352, Phenanthrene, 2,5-dimeth~l- (from NIST2002.L) (SCALED) 

10.0 

8.0 

6.0 191"'-

4.0 

101"'-

... 11~. 
2.0 /76 r03 r65 

r52 3~ 51"'- ~3 .. d ... 1. Jil. ..... 
127"'- r39 

o.o . . "'' .•..... .• 1. .... . ..... ..... ·"'' ..•• 1. . oololl, 

30 40 50 60 70 80 90 100 11%/z 120 130 140 150 160 170 180 190 

Entr~ #60391, Benzene, (2-meth~lene-1-phen~lc~cloprop~l)- (from NIST2002.L) (SCALED) 
10.0 

8.o 191"'-

6.0 /1 

4.0 12~ r65 

11~ 

,Ill. J. 2.0 3~ 51"'- ~3 /77 r52 

.. 1l. 
r39 

.ulh. ..IlL .J, .. o.o Ill .1 .. L olol olllo ", lol ..1. .I .. I 1~~11 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 

m/z 

I 

Weight 

206 

206 

206 

20V. 

1111. 
200 

20V. 

•• II~~~~ 
200 

20V. 

.... I"' 200 

20V. 

IR2 I I 

210 

1~1 
210 

1!08 

210 

J II 1!08 

200 210 



Data File~ \\Avogadro\Organios\S3.I\100710A.B\S3G6585.D 

Date ~ 10-JUL-2010 19:39 

Client ID: B7G84 

Samrle Info: J1304-03B,,52646,, 

Volume Injected <uL): 2.0 

Column rhase: DB-5HS 

Instrument: S3.i 

Orerator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Comround Hatch CAS Number Librar~ Entr~ 

Octadecanoic acid 57-11-4 NIST2002.L 108843 

10.0 7~ Soan 1532 <8.773 min) of S3G6585.D <Subtracted) (SCALED) 

8.0 

/-29 

Qualit~ Formula Weight 

78 C18H3602 284 

~5 18~ 

2.0 1/ /-11 171"' II /'" /4i 28-,, 
o.o~--~~~=l,l_,=u=ln~''~''=' '~'~ul,l=ill~''~l.l~lln~·~·'·=li.l=ll,~ill="'='h~'·~l.~l'~··~·l~l ~·'~·'~ln~··~'='I'~·I.~IIH~I.~·~'·~·~·~·~Id __ ~l'--~'~--~ 

20 40 60 

8.0 

80 100 120 140 
mlz 

160 180 200 220 240 260 280 

Entr~ #108843, Octadecanoic acid (from NIST2002.L) (SCALED) 
73--.. 

/-29 

2~ /3 15 18~ /241 28~ 

:~:~~.~=I .. ~ .. .I·=LI= .. ·="·'='''~'I.= .... I=d=,l..~ .. ··=uii=J..=·····=jl~l.l,= .. ···=·nl,='·~~· .. ··=·"'=·'·='· .. ·=· .. ··~···l= .... = ..... = .... ~,·~=~~=:=l ... = .... ~ .. ··="·~···= .. ···~~~·~
9

~=·' .. ~···~··(~.2~2~~~~1.~'~·~ .... ~. ~~~~ 
20 40 60 80 100 120 140 160 180 200 220 240 260 280 

mlz 



"' I") 

< 
0 
..-! 
.j 
..... 
tiJ 
E 
!.. 
0 :z: 

"' I") 

< 
0 
..-! 
X 

'oJ 

..... 
tiJ 
E 
!.. 
0 :z: 

"' I") 

< 
0 
..-! 
.j 
..... 
tiJ 
E 
!.. 
0 :z: 

Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6585.D 

Date 10-JUL-2010 19t39 

Client IDt B7G84 

SaMple Info: J1304-03B,,52646,, 

VoluMe Injected (uL)t 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpound Hatch 

Benzo[bJnaphthoE2,1-dJthiophene 

Benzo[bJnaphthoE2,3-dJthiophene 

InstruMent: S3.i 

Operator: HHS SRC: LIHS 

ColuMn diaMeter: 0.25 

CAS NuMber Librar~ 

239-35-0 NIST2002.L 

243-46-9 NIST2002.L 

Entr~ 

78650 

78651 

10.0 
Scan 1688 (9.606 Min) of S3G6585.D <Subtracted) <SC~D) 

234 

8.o 

6.0 

4.0 
23~ 

20~ 
/17 2.0 /71 

I,!, I~.., 57" /4 /46/62 

1.1 ..... ul .... ut .......... , . o.o . ,, hi I .l ........ d I I I I 1 .... I Ill • I h111o o ,ot. h ,,uf. .In 

40 60 80 100 120 140 160 180 200 220 240 
MIZ 

Qualit~ ForMula 

76 C16H10S 

62 C16H10S 

/258 
I 

260 280 

10.0 
Entr~ #78650, Benzo[bJnaphtho[2,1-dJthiophene (froM NIST2~.L) <SCALED) 

23 

8.o 

6.0 

4.0 

2.0 /17 /89 
/32 ~3 10~ /63 /39 1/237 

0.0 I I ,, ,, II I II I II flu II I 11 II. II " do hi. ,.1 . .. I j I. 
40 60 80 100 120 140 160 180 200 220 240 260 280 

MIZ 

10.0 
Entr~ #78651, Benzo[bJnaphtho[2,3-dJthiophene (froM NIST2~.L) <SCALED) 

23 

8.o 

6.0 

4.0 
117"' 

2.0 9~ 18~20~ 
r1 16~ 13~ 1/237 

o.o II ,, 
I 1111 I ollulol .... ,1 .... 1 "' '" 

,,,,, .hi. ,,I, •. '''· 40 60 80 100 120 140 160 180 200 ;220 240 260 280 
MIZ 

300 

300 

300 

Weight 

234 

234 

~ 
I 

320 

320 

320 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 
Report Date: 04-Aug-2010 11:24 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 
J1304-04A Client Smp ID: B7G85 
10-JUL-2010 20:03 
MMS SRC: LIMS 
J1304-04B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 6 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name 

DF 
Uf 
Vt 
Vi 
Ws 
M 

Cpnd Variable 

ISTD 

Value 

1. 000 
2.000 

500.000 
2.000 

30.500 
12.000 

Description 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA AMOUNT 
============================== ====== ====== ====== 

* 25 Naphthalene-dB 4.279 3203264 40.000 

* 46 Acenaphthene-d10 5.930 611712 40.000 

* 65 Phenanthrene-d10 7.340 675722 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

1-Ethyl-3-methylcyclohexane (c, t) ~ #: 3728-55-0 
2.377 1910239 23.8536497 440 NIST2002.L 11251 25 

Cyclohexane, propyl- ~ ,, ,,,,_,,_, 
2.559 3747899 46.8009928 870 NIST2002.L 11177 25 

Branched Alkane CAS #: 

2.580 5810515 72.5574120 1400 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.618 4412928 55.1053726 1000 0 0 25 

Unknown CAS #: 

2. 719 5142350 64.2138625 1200 0 0 25 

Unknown CAS #: 

2.767 4861697 60.7092744 1100 0 0 25 

6-Methyl-bicyclo[4.2.0]octan-7-one 8 #: 1000193-87-2 

2.874 5768775 72.0361963 1300 NIST2002.L 16938 25 

Cyclohexane, 1-methyl-2-propyl-

8 
#: 4291-79-6 

2.959 15341118 191.568522 3600 NIST2002.L 17369 25 

3-Heptene, 4-propyl- ~ #: 4485-13-6 
3.045 3586487 44.7853992 830 NIST2002.L 17304 25 

Unknown CAS #: 

3.130 7172804 89.5686661 1700 0 0 25 

Decane, 4-methyl-

() 
#: 2847-72-5 

3.227 8532437 106.546754 2000 NIST2002.L 27123 25 

Cyclohexane, butyl-

f5 
#: 1678-93-9 

3.312 14261138 178.082528 3300 NIST2002.L 17302 25 

Unknown CAS #: 

3.339 5981845 74.6968496 1400 0 0 25 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.392 4945153 61.7514146 1200 93 NIST2002.L 14329 25 

Unknown CAS #: 

3.435 4181891 52.2203627 970 0 0 25 

Unknown CAS #: 

3.568 3408644 42.5646242 790 0 0 25 

Unknown CAS #: 

3.600 3517454 43.9233632 820 0 0 25 

Unknown CAS #: 

3.686 5050821 63.0709129 1200 0 0 25 

Unknown CAS #: 

3.734 3425363 42.7734004 BOO 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.857 8972001 112.035701 2100 96 NIST2002.L 14361 25 

Unknown CAS #: 

3.910 1405346 17.5489205 330 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

cis-Decalin, 2-syn-methyl-

(0 #: 1000155-85-6 

3.958 3275301 40.8995362 760 NIST2002.L 24314 25 

Benzene, 1-methyl-4-(2-propenyl)- CAS #: 3333-13-9 

4.006 2982639 37.2449834 690 89 NIST2002.L 13619 25 

Benzene, 1-ethyl-2,4-dimethyl- CAS #: 874-41-9 

4.076 5528659 69.0377948 1300 95 NIST2002.L 14370 25 

Benzene, 1-methyl-4-(1-methylpropyl)- {!js #: 1595-16-0 

4.209 3006895 37.5478772 700 6 NIST2002.L 21844 25 

Naphthalene, 1-ethyl- CAS #: 1127-76-0 

5.492 494401 32.3289943 600 94 NIST2002.L 27162 46 

Naphthalene, 2,7-dimethyl- CAS #: 582-16-1 

5.556 1376160 89.9873621 1700 98 NIST2002.L 27178 46 

Naphthalene, 2,3-dimethyl- CAS #: 581-40-8 

5.625 1490701 97.4772464 1800 97 NIST2002.L 27180 46 

Naphthalene, 2,7-dimethyl- CAS #: 582-16-1 

5.652 1444223 94.4380565 1800 97 NIST2002.L 27177 46 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.286 1524718 90.2570425 1700 97 NIST2002.L 92361 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta CAS #: 6566-19-4 

8.585 2256218 133.558817 2500 98 NIST2002.L 81281 65 
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Data File~ \\Avogaclro\Organics\S3.I\100710A.B\S3G6586.D 

Date 10-JUL-2010 20~03 

Client ID~ B7G85 

Sample Info~ J1304-04B,,52646,, 

Volume Injectecl <uL)~ 2.0 

Column phase~ DB-5HS 

Librar~ Search Compouncl Hatch 

1-Eth~l-3-meth~lc~clohexane (c,t> 

cis-1-Eth~l-3-meth~l-c~clohexane 

3,5-Dimeth~l-3-heptene 

Instrument~ S3.i 

Operator~ HHS SRC: LIHS 

Column cliameter: 0.25 

CAS Number Librar~ 

3728-55-0 NIST2002.L 

19489-10-2 NIST2002.L 

59643-68-4 NIST2002.L 

Entr~ 

11251 

11249 

11182 

Quali t~ Formula 

68 C9H18 

64 C9H18 

62 C9H18 

10.0 
Scan 335 <2.377 min) of S3G6586.D <Subtractecl~<SCALED> 

97 

8.0 5~ 

6.0 

4.0 
r1 ~9 

/-25 
?3 2.0 67"' 

.. II. I, d. II. 10~ /-13 
,, .II • ' • I' II II. I "'I 'Ill. .... .I I. o.o ' .. 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ lt11251, 1-Eth~l-3-meth~lc~clohexane <c,t> (from NI~-72.L> (SCALED> 

5~ 
8.0 

6.0 

4.0 
41"' ~9 9~ 12~ 

2.0 /29 

Ll11 
~6 

.. IJ 

81"' 

I /-11 
lr27 /-4 

o.o .I .I " . I I. I I I "I I I 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

Entr~ lt11249, cis-1-Eth~l-3-meth~l-c~clohexane (from NIST2002.L> (SCALED> 
10.0 

5~ 
M7 

8.0 

6.0 

4.0 r1 6~ 12~ 

111 
2.0 /29 

•. IJ 

81"' 
lr27 ?3 I 111"' 

o.o It! ,, .I I. I I lllo I I 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ lt111~~3,5-Dimeth~l-3-heptene (from NIST2002.L) <SCALED> 

8.0 r7 
6.0 

6~ 
4.0 r1 

IJ~. 
12~ 

2.0 /29 
81"' ?3 /-5 111"' I. o.o 1,1 ,,,J II , lol I. I 'I. I " I I I 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

Weight 

126 

126 

126 

14~ 

140 

140 

140 

140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 

Date t 10-JUL-2010 20t03 

Client IDt B7G85 

Sample Infot J1304-04B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qual it~ 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11177 80 

C~olohexane, <1-meth~leth~l)- 6%-29-7 NIST2002.L 11235 72 

C~clohexane, oct~l- 1795-15-9 NIST2002.L 53644 64 

10.0 
Scan 369 <2.559 ~~ of S3G6586.D (Subtracted) (SCALED) 

8.o 

6.0 /5 

4.0 
,/-7 /-26 

2.0 

.... II 
/7 12~ 1. 51" /-39 

o.o . . •.• 1 •• •.• .1 •• 1 • 
20 30 40 50 60 70 80 90 1~1oz 110 120 130 140 150 160 

10.0 
Entr~ lt11177, C~cl~~ne, prop~l- (from NIST2002.L) (SCALED) 

8.0 

6.0 
/5 

4.0 41"' 

,/-7 12~ 2.0 27"' 
/7 .. .. L 11 • .I . o.o 'I .I. ... 1. II. ... til. •••• 1 I. ..... 

20 30 40 50 60 70 80 90 1~Jz 110 120 130 140 150 160 

Entr~ lt11235, C~clo~~e, <1-meth~leth~l)- (from NIST2002.L) (SCALED) 
10.0 

8.0 
/5 

6.0 

4.0 
/1 

3~ 12~ 2.0 

.... 1.1 .. 
~4 

.. 1. d ... 111"' 
.1.(28 

o.o . '1.1. ... tl 1~. ..... 1 I. ......... ..•. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 

mlz 
Entr~ lt53644, ~~hexane, oct~l- (from NIST2002.L) (SCALED) 

10.0 

8.0 5~ 

6.0 

4.0 

67"' 
2.0 /29 I 

.. 11~.. 97"' 

.. 1.1. ..... 1. J 11~ /-25 /-39 
o.o ... d II. ••••• 1 I. ....• 1.. ..... .. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
mlz 

Formula Weight 

C9H18 126 

C9H18 126 

C14H28 1% 

170 180 190 

170 180 190 

170 180 190 

·, 

/-68 19~ 
.. 

170 180 190 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6586.D 

Date 10-JUL-2010 20:03 

Client ID: B7G85 

Sample Info: J1304-04B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

6-Heth~l-bio~olo[4.2.0Jootan-7-one 1000193-87-2 NIST2002.L 16938 62 C9H140 

10.0 
Soan 428 <2.874 min) ~SfG6586.D (Subtracted) (SCALED) 

8.0 

6.0 
5~ 97"'--

4.0 
r1 67"'--

II' .... 
/70 2.0 

"J. I 
10~ 12~ /25 /39 

Ill. ... ,.1111.1.. o.o ... 11 II •••• t 1 ••.. . J, .. I. I. '. dl •. 

30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

10.0 
Entr~ #16938, 6-Heth~l-bio~olo[~·~Jootan-7-one (from NIST2002.L) <SCALED) 

8.0 

6.0 
9~ 

4.0 
r1 5~ 

67"'-- ?8 

2.0 /27 

.. L II I. I '1.1111 ........ II ,, dl 10~ /11 13~/40 /21 
.I , I.. I ... 1 ... 1.L 1 ..... o.o 1. ........ .ool •... ol lot ..1. 

30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Weight 

138 

~6 

150 

150 
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Data File: \\Avogadro\Organios\S3.I\100710A.B\S3G6586.D 

Date : 10-JUL-2010 20:03 

Client ID: B7G85 

Sample Info: J1304-04B,,52646,, 

Volume Injected (uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~olohexane, 1-meth~l-2-prop~l­

C~olohexane, 1-meth~l-3-prop~l-

Soan 444 
10.0 5~ 

8.0 

6.0 

4.0 /a 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

4291-79-6 NIST2002.L 

4291-80-9 NIST2002.L 

Entr~ 

17369 

17363 

<2.959 min) of S3G6586.D (Subtr~~d) <SCALED) 

6~ 
8~ 

Qualit~ Formula 

64 C10H20 

64 C10H20 

14~ 

,,I(~ ..... 1 

2.0 
/

11 12~ 
1 .. . ,I .. I,''··· ...... II I . ••• 11 1.. I I I. . I. o.o .. '" 

20 30 40 50 60 70 80 90 100 HO 120 130 140 
mlz 

10.0 
Entr~ #17369, C~olohexane, 1-meth~l-2-prop~l- <from NIST2002.L) 

M7 
(SCALED) 

~5 
8.0 

6.0 

4.0 /1 
6~ 

2.0 

Weight 

140 

140 

15~~5 
. .... 

150 

/29 .. ,,!~, I 
8~?4 14~ 

II /5 L II. /H 12~ /41 
1,1 ... 1 

'" ''"· I I. o.o .. 
20 30 40 50 60 70 80 90 100 HO 120 130 140 150 

mlz 

10.0 
Entr~ #173653~~olohexane, 1-meth~l-3-prop~l- (from NIST2002.L) <SCALED> 

~7 
8.0 

6.0 

4.0 
41"" 

6~ 
2.0 2~ 

.I. Iii 81"" ?
3 

14~ 

..... ,.I, .. .. 1 
/H 12~ 

o.o . I. I.. ...... •. II 1~.. . ...... ,, I. . I. ... .. .I. 
20 30 40 50 60 70 80 90 100 HO 120 130 140 150 

mlz 
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Data Filet \\Avogaclro\Organics\S3.I\100710A.B\S3G6586.D 

Date 10-JUL-2010 20t03 

Client IDt B7G85 

Sar4ple Info: J1304-04B,,52646,, 

Voluflle Injected <uL)t 2.0 

Coluflln phase: DB-5HS 

Librar~ Search Cofllpouncl Hatch 

3-Heptene, 4-prop~l-

Scan 460 
10.0 

8.0 5~ 

6.o 

4.0 
r1 

2.0 

I, II. I o.o .... II 
20 30 40 50 

Instrufllent: S3.i 

Operator: HHS SRCt LIHS 

Coluflln cliaflletert 0.25 

CAS Nufllber Librar~ Entr~ 

4485-13-6 NIST2002.L 17304 

<3.045 fllin) of S3G6586.D <Subtr~~cl) <SCALED) 

6~ 

/11 

8~ 

I .II II. 
9~ 

I ,,,,,II. I. I I!. ... .. . ... . .. 
60 70 80 90 100 110 

fll/Z 

Qualit~ Forfllula Weight 

72 C10H20 140 

14~ 
/25 ,,I .. 15~ .. I .. 

120 130 140 150 

10.0 
Entr~ #17~§ 3-Heptene, 4-prop~l- (frofll NIST2002.L) (SCALED) 

8.0 

6~ 6.0 r7 
r1 

4.0 

14~ /27 2.0 8~?4 
I, 1!41 /5 I. I L 11. ,,II I. /12 

.~.1 1.1.1.11. I. o.o ' I .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

fll/Z 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 

Date t 10-JUL-2010 20t03 

Client IDt B7G85 

SaMple Info: J1304-04B,,52646,, 

VoluMe Injected <uL)t 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpound Hatch 

Decane, 4-Meth~l­

Octane, 2,3,6-triMeth~l­

Nonane, 4,5-diMeth~l-

10.0 

8.0 
4~ 

6.0 

4.0 

2.0 

o.o I I I .. 

30 40 50 

~n 494 
57 

. I I. 
60 

InstruMent: S3.i 

Operator: HHS SRCt LIHS 

ColuMn diaMeter: 0.25 

CAS NuMber Librar~ 

2847-72-5 NIST2002.L 

62016-33-5 NIST2002.L 

17302-23-7 NIST2002.L 

Entr~ 

27123 

27143 

27134 

<3.227 Min) of S3G6586.D (Subtracted) <SCALED) 

/71 

6~ 11~ 
/5 97"' 

I d. I.~. 111!
14 

I. 
70 80 90 100 110 120 

MIZ 

10.0 4V. 
Entr~ #27123, Decane, 4-Meth~l- (froM NIST2002.L) (SCALED) 

8.0 r7 /71 

6.0 

4.0 

2~ 

.JI 
5~ ... J I 11~/13 2.0 

. .i.l. 8~ 
..... 11 9~ 

o.o I. . . .ill. ... .II. 
30 40 50 60 70 80 90 100 110 120 

M/Z 

Qualit~ ForMula 

81 C11H24 

80 C11H24 

72 C11H24 

/39 

I .. 
130 140 

/26 141"' .. .. 
130 140 

Ent~Y.7143, Octane, 2,3,6-triMeth~l- (froM NIST2002.L) <SCALED) 
10.0 

/71 
4~ 

8.0 

6.0 

4.0 

/29 

.11 
2.0 

(~ ....... 1 

8~ 11~/13 

1.1. . ...... 11 
9~ /2714~ 

o.o .. .. I. . . ... Ill. . . II. 
30 40 50 60 70 80 90 100 110 120 130 140 

MIZ 

Entr~ #27134, Nonane, 4,5-diMeth~l- (froM NIST2002.L) <SCALED) 
10.0 4V. 57--. 

8.0 

6.0 
/71 

4.0 
/5 

/29 6~ 2.0 

.... II 
/26 9~ 11~/14 

I. .... 1 
141"' 

..•• 1 o.o .I I. I I ..1 '· . 'II. . II. II. 
30 40 50 60 70 80 90 100 110 120 130 140 

MIZ 

Weight 

156 
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15~ 
Ill• 
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15~~? . . 
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15~ 

150 

15~7 .. 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6586.D 

Date : 10-JUL-2010 20t03 

Client IDt B7G85 

Sample Infot J1304-04B,,52646,, 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, but~l-

Scan 510 
10.0 

a.o 5~ 

6.0 r1 

4.0 

Instrument_: S3. i 

Operator: HHS SRCt LIHS 

Column diarQetert 0.25 

CAS Number Librar~ Entr~ 

1678-93-9 NIST2002.L 17302 

<3.312 min) of S3g~6.D <Subtracted) <SCALED) 

71""-

?5 117""-

Qualit~ Formula Weight 

64 C10H20 140 

14~ 

1,11 

/19 2.0 ~9 I I II ... ' I" ,L, ,,Iii. ....... I .. 15~3 
o.o I .... ".II I . "'I l.tl I ol I 1. ....... I. .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
m/z 

Entr~ #17302, C~clohexane, b~~ (from NIST2002.U <SCALED) 
10.0 5' 

8.0 

6.0 
r1 

4.0 
67""-/29 14~ 

2.0 

I"~. 
?4 

.LI. ~7 
1.(42 /5 L II. L . /11 

o.o .. . . . II .. ,,, I. .• 1. ,, 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
m/z 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6686.D 

Date : 10-JUL-2010 20!03 

Client ID: B7G86 

Volume Injected (uL>: 2.0 

Column phase: DB-6HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.26 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

cis-Decalin, 2-s~n-meth~l­

C~clohexanone, 6-meth~l-2-(1-meth~leth~l 

1000166-86-6 NIST2002.L 

16932-80-6 NIST2002.L 

24314 

24160 

64 

60 

~~can 631 <3.968 min) of S3G6686.D (Subtracted) (SCALED) 
10.0 81- -1.62 

8.0 

6.0 57" 137" 

4.0 

I. .. 111. .... .lllr. 
2.0 

,11 .. ,I, IJ. ,lliu, 1.... 
r-78 267" 

II .1. ,111.. I o.o .. ... 
40 60 80 100 120 140 160 180 200 220 240 260 280 

mlz 

10.0 81"-
Ent~~24314, cis-Decalin, 2-s~n-meth~l- (from NIST2002.L) (SCALED) 

8.0 

6.0 
r1 

4.0 16~ 

2.0 

.IJ . ..1.11 ... ull I ..... .Jt ... l lh ... di 1.. .1.11 o.o h ..... II . .1 ... .. I. 
40 60 80 100 120 140 160 180 200 220 240 260 280 

mlz 

10.0 
Entr~ #~160, C~clohexanone, 6-meth~l-2-(1-meth~leth~lidene)-

81 16~ 
(from NIST2002.L) 

8.0 10~ 

6.0 
r1 

4.0 

II, .. 1.11 Jill. 
2.0 

,hlt ... r.h 1 •• 1.11. ,,ulr .I. o.o .II 1 •• .11, I 
40 60 80 100 120 140 160 180 200 220 240 260 280 

mlz 

C11H20 

C10H160 

300 320 

300 320 

(SCALED) 

300 320 

Weight 

162 

162 

36~ 
... 

340 

340 

340 



Data File: \\Avogaclro\Organics\S3.I\100710A.B\S3G6586.D 

Date 10-JUL-2010 20t03 

Client ID: B7G85 

Sall'lple Infot J1304-04B,,52646,, 

Volufl'le Injected <uL)t 2.0 

Colufl'ln phase: DB-5HS 

Instrufl'lentt S3.i 

Operator: HHS SRCt LIHS 

Colufl'ln cliafl'letert 0.25 

Librar~ Search Coll'lpouncl Hatch CAS Nufl'lber Librar~ Entr~ Qualit~ Forfl'lula 

Benzene, 1-fl'leth~l-4-(1-fl'leth~lprop~l)­

Benzene, (1,1-clifl'leth~lprop~l)-

1595-16-0 NIST2002.L 

2049-95-8 NIST2002.L 

21844 

21828 

76 C11H16 

64 C11H16 

8.0 

20 30 

10.0 

8.0 

40 50 

Scan 678 <4.209 fl'lin) of S3G6586.D (Subtract~cl) (SCALED) 
119-""o 

60 70 80 90 100 110 120 130 
fl'llz 

140 150 

Entr~ #21844, Benzene, 1-fl'leth~l-4-<1-fl'leth~lprop~l)- (frofl'l NIST2002.L) <SCALED) 
11¥. 

1 14~ 9
' 10~ "' 

160 170 

Weight 

148 

148 

180 

3~ ~1 6~ 77"' ' "' 13~ 
o.o --_,--~·~'~·~~·~·~~-~~----T"~··~·~·-~-·~-~-·~··~'·~·~·~··~··~·~-~~··~--~·~·~··~··~·'~"~··~··~··~··~'·~I._,~··~'·~I,~I.--~·~-·~··~··~·--~~·~·~~·~---

5

-
0

~----~--~---
20 3o 40 

10.0 

8.0 

50 60 70 80 90 100 110 120 130 140 150 
fi'IIZ 

Entr~ #21828, Benzene, (1,1-clifl'leth~lprop~l)- (frofl'l ~IST2002.L) <SCALED) 
11Vo 

130 140 150 

160 170 180 

160 170 180 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 
Report Date: 04-Aug-2010 11:24 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 
J1304-05A Client Smp ID: B7G86 
10-JUL-2010 20:27 
MMS SRC: LIMS 
J1304-05B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 7 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.100 
27.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.274 1379154 

* 65 Phenanthrene-d10 7.341 720684 

* 77 Chrysene-d12 9.846 988092 

* 85 Perylene-d12 11.086 909098 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, 1-ethyl-2-methyl- CAS #: 3728-54-9 

2.373 659769 19.1354802 1700 ~ NIST2002.L 11242 25 

Bicyclo[3.2.1]octane ~ #: 6221-55-2 
2.469 485648 14.0853804 1300 NIST2002.L 5781 25 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, (1-methylethyl)- CAS #: 98-82-8 

2.485 688127 19.9579423 1800 91 NIST2002.L 9112 25 

Cyclohexane, propyl-

25 
#: 1678-92-8 

2.549 1140773 33.0861537 3000 NIST2002.L 11175 25 

Octane, 3-ethyl-

c9 
#: 5881-17-4 

2.570 714653 20.7272794 1900 NIST2002.L 18425 25 

Unknown CAS #: 

2. 613 780702 22.6429139 2100 0 0 25 

Benzene, propyl-

t_) 
#: 103-65-1 

2.714 1255116 36.4025002 3300 NIST2002.L 9108 25 

Unknown CAS #: 

2.757 1575132 45.6839981 4200 0 0 25 

Unknown CAS #: 

2.869 1194229 34.6365662 3200 0 0 25 

Unknown CAS #: 

3.035 538209 15.6098237 1400 0 0 25 

Unknown CAS #: 

3.120 1692964 49.1015174 4500 0 0 25 

Decane, 2,2,6-trimethyl- CAS #: 62237-97-2 

3.206 1393396 40.4130545 3700 f) NIST2002.L 45611 25 

Unknown CAS #: 

3.291 7804651 226.360515 21000 0 0 25 

Benzene, 1,4-diethyl- CAS #: 105-05-5 

3.382 1215602 35.2564545 3200 95 NIST2002.L 14327 25 

Heptane, 5-ethyl-2,2,3-trimethyl-

fJ 
#: 62199-06-8 

3.420 4085216 118.484695 11000 NIST2002.L 36202 25 

Unknown CAS #: 

3.489 4455445 129.222542 12000 0 0 25 

Benzene, 1-methyl-4-(1-methylethyl)- CAS #: 99-87-6 

3.671 961884 27.8977825 2500 90 NIST2002.L 14401 25 

Unknown CAS #: 

3. 719 783153 22.7140086 2100 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.847 4650246 134.872416 12000 97 NIST2002.L 14361 25 

Benzene, 1-methyl-4-(1-methylpropyl)-

G 
#: 1595-16-0 

3.965 1805325 52.3603545 4800 NIST2002.L 21844 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, 2-ethenyl-1,4-dimethyl- CAS #: 2039-89-6 

3.997 1739382 50.4477830 4600 91 NIST2002.L 13603 25 

Benzene, 1-ethyl-2,4-dimethyl- CAS #: 874-41-9 

4.071 4521427 131.136249 12000 95 NIST2002.L 14370 25 

Benzene, 2,4-diethyl-1-methyl- CAS #: 1758-85-6 

4.114 1120724 32.5046904 3000 95 NIST2002.L 21820 25 

Benzene, 1,4-diethyl-2-methyl-

CJ 
#: 13632-94-5 

4.157 988318 28.6644731 2600 NIST2002.L 21821 25 

Benzene, 1-methyl-4-(1-methylpropyl)- CAS #: 1595-16-0 

4.205 1259267 36.5228758 3300 90 NIST2002.L 21844 25 

Benzene, pentamethyl- CAS #: 700-12-9 

4.408 612894 17.7759321 1600 94 NIST2002.L 21796 25 

Naphthalene, 1-ethyl- CAS #: 1127-76-0 

8.281 345812 19.1935090 1700 94 NIST2002.L 27162 65 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta CAS #: 6566-19-4 

8.580 936963 52.0040452 4700 95 NIST2002.L 81281 65 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

9.013 463403 18.7595206 1700 98 NIST2002.L 78744 77 

Unknown CAS #: 

12.843 703469 30.9523991 2800 0 0 85 



...... 
M 
< 
0 
.-l 
X 

v 

.... 
Ill 
E s.. 
0 

:z: 

...... 
M 
< 
0 
.-l .c 
.... 
Ill 
E s.. 
0 
:z: 

...... 
M 
< 
0 
.-l .c 
.... 
Ill 
E s.. 
0 
:z: 

...... 
M 
< 
0 
.-l 
X 

v 

.... 
Ill 
E s.. 
0 
:z: 

Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date t 10-JUL-2010 20t27 

Client ID: B7G86 

Samrle Infot J1304-05B,,52646,,4 

Volume Injected <uL)t 2.0 

Column rhase: DB-5HS 

Librar~ Search Comround Hatch 

C~clohexane, 1-eth~l-2-meth~l-

1-Eth~l-3-meth~lc~clohexane (c,t) 

cis-1-Eth~l-3-meth~l-c~clohexane 

CAS Number 

3728-54-9 

3728-55-0 

19489-10-2 

Instrument: S3.i 

Orerator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 11242 

NIST2002.L 11251 

NIST2002.L 11249 

10.0 
Scan 334 <2.373 min) of S3G6587.D (Subtracted) (SCALED) V": 

97 

8.0 5~ 

6.0 

4.0 r1 /'9 

67"' 8~ 2.0 

II II' II. ' II I I I .II II I' I .I. L I' I ' II o.o 
20 30 40 50 60 70 80 90 

mlz 

Qualit~ 

74 

68 

68 

~8 

I. 
100 

Entr~ #11242, C~clohexane, 1-eth~l-2-meth~l- (from NIST2002.L> ,9.CALED) 
10.0 97 

/5 

8.0 

6.0 

41"' 4.0 
6~ 

IIIII' 
2.0 /29 5~ I,~~~~, I 

81"' ?3 

L o.o I. I ... I I I l1l1 I 
20 30 40 50 60 70 80 90 100 

mlz 

10.0 
Entr~ #11251, 1-Eth~l-3-meth~lc~clohexane (c,t) (from NIST2002.L~<SCALED) 

97 
/5 

8.0 

6.0 

4.0 
41"' 6~ 

2.0 2~ ~.IJ 7~ ?1 I r3 I _?4 
o.o , I. I I, II 'I' I I. I I I.,. I 

20 30 40 50 60 
mlz

70 80 90 100 

Entr~ #11249, cis-1-Eth~l-3-meth~l-c~clohexane (from NIST2002.L)~SCALED) 
10.0 

/5 
97 

8.0 

6.0 

4.0 41"' 6~ 

Li~~ 2.0 /29 5~ 

.. IJ 
81"' 

?3 I o.o l1l 'I' I I. I I lllo I 
20 30 40 50 60 70 80 90 100 

mlz 

Formula Weight 

C9H18 126 

C9H18 126 

C9H18 126 

12~ 

_?11 1~7 
110 120 

12) _?11 27 

I 

110 120 

12~ 

~7 _?11 

I 
110 120 

12~ 

~7 _?11 

I 
110 120 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6587.D 

Date t 10-JUL-2010 20!27 

Client ID! B7G86 

Sample Infot J1304-05B,,52646,,4 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Bio~olo[3.2.1Jootane 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

6221-55-2 NIST2002.L 5781 

Soan 352~2.469 min) of S3G6587.D (Subtracted) (SCALED) 
10.0 67 81"' 

8.0 

6.0 

9~ 4.0 
/5 ?3 

r1 

I II 
2.0 5~ I 

1,1, 1(9 II o.o ,I I 
40 45 50 55 60 65 70 75 80 85 90 95 100 

mlz 

Qualit~ Formula 

64 C8H14 

10"" 

I. 
105 110 115 

Entr~ #5781,~~olo[3.2.1Jootane <from NIST2002.U <SCALED) 
10.0 

8.0 81"' 
?2 

6.0 

4.0 
/4 11~ 

I I 
9~ 2.0 

II 
6~ 

, .I, ~12 
o.o II I II. II I I. 

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
mlz 

Weight 

110 

12~ 
~7 .I. I. 

120 125 

120 125 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date t 10-JUL-2010 20t27 

Client IDt B7G86 

Sample Info: J1304-05B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, prop~l­

C~clohexane, undec~l-

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

1678-92-8 NIST2002.L 

54105-66-7 NIST2002.L 

Entr~ 

11175 

81257 

10.0 
Scan 367 <2.549 min) of S3G6587.D <Subtracted) <SCALED) 
8V. 

8.o 
5~ 

6.0 

4.0 
67'\..._ 12~ 

2.0 /7 

.... 1~. .I. o.o . 1.1. ..•. d .... 1 I .. ,I . .. 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 

10.0 Entr~ lt~j' C~clohexane, prop~l- (from NIST2002.L) <SCALED) 
5~ 

8.o 

6.0 
41'\..._ 

4.0 

~7 12~ 
2.0 

. . 1.1 .... ' .1. ... Jil, ....... lrh ........... 
/7 

... 1.(28 o.o II .. 1 .. .......... ....... 
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 

mlz 
Entr~ lt8~~' C~clohexane, undec~l- <from NIST2002.L) <SCALED) 

10.0 

8.o 

6.0 
5~ 

4.0 41'\..._ 

.... ,.IJ 
~7 

2.0 /7 

.. 1111. II. 12~ /-39 /-54 
o.o .. hi. .. ol ..... 1 1 •. .. I .. •• lo. .... . . . .. 

30 40 50 60 70 80 90 100 110 120m/z130 140 150 160 170 180 

Qualit~ Formula 

80 C9H18 

64 C17H34 

190 200 210 

190 200 210 

190 200 210 

220 

220 

220 

Weight 

126 

238 

230 

230 

23~ 

230 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date : 10-JUL-2010 20:27 

Client ID: B7G86 

Sample Info: J1304-05B,,52646,,4 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Octane, 3-eth~l-

Heptane, 3,3,5-trimeth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

5881-17-4 NIST2002.L 

7154-80-5 NIST2002.L 

Entr~ 

18425 

18478 

10.0 
Scan 371 <2.570 min) of ~G6587.D (Subtracted) <SCALED) 

57- 71 

8.0 r3 
6.0 

4.0 

6~ 

Qualit~ Formula 

81 C10H22 

64 C10H22 

/13 
/5 2.0 9~ 

II I . I 
/25 

ill. 111"' I 
o.o I .... !. I. ' ' I ,,, Ill. .I . '" 20 30 40 50 60 70 80 90 100 110 120 130 

mlz 
Entr~ #18425, Octane, 3-eth11- (from NIST2002.L) (SCALED) 

10.0 
/'7 

:"'-'1 

8.0 4~ 

6.0 

/12 4.0 5~ /29 

I. I. ... J I ' 2.0 

I 
/3 

/4 I 9~ I. o.o I I .. ,.1 I .Ill olo 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

Entr~ #18478, Heptane, 3,3,~rimeth~l- (from NIST2002.L) <SCALED) 
10.0 71 

8.0 

6.0 4~ 
/'7 

4.0 

/29 5~ 11~ 2.0 

I, 8~ 
/4 

I .I. L I I 

~1~7 ,I, 127"' /28 
o.o ''' ·•• I I .... I I. I 'I. '. 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

Weight 

142 

142 

14~~2 
,, ' 

140 

~2 
' 

140 

140 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date : 10-JUL-2010 20!27 

Client ID! B7G86 

Sample Info! J1304-05B,,52646,,4 

Volume Injected (uL)! 2.0 

Column phase! DB-5HS 

Librar~ Search Compound Hatch 

Benzene, prop~l-

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

103-65-1 NIST2002.L 9108 

10.0 
Scan 398 <2.714 min) of S3G6587.D <Subtra~~ <SCALED) 

8.0 

6.0 

4.0 

4~ 

Qualit~ Formula 

70 C9H12 

12~ 57"' 
6~ 2.0 /71 8~ 

''~~~"I '.'. ' . I .. (.23 ',I .L I. . o1 , .Ill , o.o . .~.I. 1.1 ..... 11 .... 11. .. , I. .I. 

20 30 40 50 60 70 mlz 80 90 100 110 120 130 

10.0 
Entr~ #9108, Benzene, prop~l- (from NIST2002.L) 

i""'-91 
(SCALED) 

8.0 

6.0 

4.0 

6~ 
12~ 

2.0 /39 /1 7~ /27 8~ /05 I. /5 ,,,,,' o.o ,J II .• 1 ,, d ,, , .. II. '' I I . ••• I. .. ' 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

Weight 

120 

13~ ~2 
.... ' 

140 

140 
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Data File: \\Avogaclro\Organics\S3.I\100710A.B\S3G6587.D 

Date : 10-JUL-2010 20!27 

Client ID! B7G86 

Sample Info: J1304-05B,,52646,,4 

Volume Injectecl <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

Decane, 2,2,6-trimeth~l­

Decane, 2,2,9-trimeth~l-

Heptane, 4-eth~l-2,2,6,6-tetrameth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column cliameter: 0.25 

CAS Number Librar~ 

62237-97-2 NIST2002.L 

62238-00-0 NIST2002.L 

62108-31-0 NIST2002.L 

Entr~ 

45611 

45613 

45629 

10.0 
~can 490 <3.206 min) of S3G6587.D <Subtracted) <SCALED) 

57 

8.0 

6.0 

4.0 /'1 
71"' 

2.0 

Qual it~ Formula 

64 C13H28 

64 C13H28 

64 C13H28 

Weight 

184 

184 

184 

IJ 8~~5 ~7 /12 

'"' 

/24 13~ 15~/56 
o.o . I . I I. . .1. I.J. 'II. .. ... 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

EntiJ:I: #45611, Decane, 2,2,6-trimeth~l- <from NIST2002.L) <SCALED) 
10.0 57 

8.0 

6.0 

4.0 
/'3 

71"' 2.0 /29 

.. I. I. 8~~6 .... I. ~9 /13 /27 16~0 
o.o •• 1 I .. • ••• 1 I ... I. . •• 1. . .. II. 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

EntiJ:I: #45613, Decane, 2,2,9-trimeth~l- <from NIST2002.L) <SCALED) 
10.0 57 

8.0 

6.0 

4.0 

4~ 
71"' 2.0 2~ ~5 /26 

..1.1 
/72 ~9 /13 16~0 

o.o .. I. I .. •• 1 I .... 1. .. .... I. .... .... ''· . . 
30 40 50 60 70 80 9~/z 100 110 120 130 140 150 160 170 

10.0 
Entr~ #456~, Heptane, 4-eth~l-2,2,6,6-tetrameth~l- <from NIST2002.L) (SCALED) 

57 

8.0 

6.0 

4.0 

71"' /'1 2.0 /29 
8~~6 

... 1.1 ... J ~9 /13 /26 16~0 
o.o .... 1 .. .... ... ..... 1 1 .. . ... 1. .. .... ,,1. . .. .. 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date 10-JUL-2010 20t27 

Client ID! B7G86 

SaMple Info! J1304-05B,,52646,,4 

VoluMe Injected (uL)t 2.0 

ColuMn phase: DB-5HS 

Librar~ Search CoMpound Hatch 

Heptane, 5-eth~l-2,2,3-triMeth~l-

InstruMent: S3.i 

Operator: HHS SRCt LIHS 

ColuMn diaMeter: 0.25 

CAS NuMber Librar~ Entr~ 

62199-06-8 NIST2002.L 36202 

10.0 57./': 
Scan 530 <3.420 Min) of S3G6587.D (Subtracted) <SCALED) 

8.0 

6.0 

4.0 
4~ 71"' 

2.0 

Qualit~ ForMula 

64 C12H26 

8~ /13 

,I~. 97"' ~9 I /27 141"' 15~ 
I I' I. J,l. II. o.o ··' lol. . .... .. 

30 40 50 60 70 80 90 100 110 120 130 140 150 
MIZ 

10.0 
Ent51.J36202, Heptane, 5-eth~l-2,2,3-triMeth~l- (froM NIST2002.L) (SCALED) 

8.0 

6.0 

/3 
4.0 71"' 

/29 /12 

•. ··''' ol. 

2.0 8~ 

I, I .. J 97"' ~9 II. 15~ 
o.o I. I ,, I. ... 1,1. ' I 

30 40 50 60 70 80 90 100 110 120 130 140 150 
MIZ 

Weight 

170 

17~ 

160 170 

~0 

160 170 
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Data Filet \\Avogadro\Organios\S3.I\100710A.B\S3G6587.D 

Date : 10-JUL-2010 20t27 

Client ID: B7G86 

Sample Info: J1304-05B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1-meth~l-4-(1-meth~lprop~l)­

Benzene, (1,1-dimeth~lprop~l)-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

1595-16-0 NIST2002.L 

2049-95-8 NIST2002.L 

Entr~ 

21844 

21827 

10.0 
Soan 632 <3.965 min) of S3G6587.D <Subtraote~(SCALED) 

H 

8.0 

6.0 
/3 

4.0 /'5 

/1 

.~ ... 1 , I 111. 

10~ 2.0 77'---... 13~ 

.... 1111 .. 1 •. o.o . . I. I.. .. 1.11 II .. . II I • I . 1.1 .. . I. . 
20 30 40 50 60 70 80 90 100 110 120 130 

m/z 
Entr~ #21844, Benzene, 1-meth~l-4-(1-meth~lprop~l)- (fr~IST2002.L) 

10.0 H 

8.0 

6.0 

4.0 

91'---... 2.0 3~/1 10~ 
6~ 77'---... 13~ 

o.o . I I .. I. I. ·'·•······ •••• r •• ....... ! .... ...... 1 ......... .Ill. . .1. j, I. •••••• 1. 

20 30 40 50 60 70 80 90 100 110 120 130 
m/z 

Qualit~ Formula Weight 

60 CUH16 

60 CUH16 

14~ 

148 

148 

J. /54/63 

.• 1. .... 
140 150 160 170 

<SCALED) 

14~ 

.. 1.(50 

140 150 160 170 

~ 

10.0 
Entr~ #21827, Benzene, (1,1-dimeth~lprop~l)- (from N~2002.L) (SCALED) 

H 

8.0 

6.0 91'---... 

4.0 
/1 

/27 77'---... 14~ 2.0 10~ /5 

.. .1.1 ....... 11 ... (

5 

.. 1.1. ......... ld .. 
13~ 

.. lrl. o.o .• I. ····'· I. ....... 11 d .. , , .. loll I. ....... 1 .. .. 1.. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 

m/z 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6587.D 

Date t 10-JUL-2010 20!27 

Client IDt B7G86 

Sample Infot J1304-05B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1,4-dieth~l-2-meth~l­

Benzene, 1,3-dieth~l-5-meth~l­

Benzene, 1-eth~l-4-(1-meth~leth~l)-

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

13632-94-5 NIST2002.L 

2050-24-0 NIST2002.L 

4218-48-8 NIST2002.L 

Entr~ 

21821 

21830 

21836 

Sc~*68 <4.157 min) of S3G6587.D <Subtracted) (SCALED) 
10.0 

13~ 
8.0 

6.0 

4.0 /1 /71 
~5 10~ 11~ 

2.0 J 
.I'"' 

llloi .. J ... 1. ... II. I. J .•. 1 1,1,1. . 1.1 1111 , .I. I ···"''.I I o.o 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 
Entr~ #21821, Benzene, 1,4-dieth~l-2-meth~l- (from NIST200~ 

10.0 13 

8.0 

6.0 
11~ 

4.0 
91"' 10~ 

77"' .J 2.0 3~ 6~ 
I I., 2~ 51"' 

... !11 IIIII o.o ' Ill .I. I "ol ' .I d' ,,, I I 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 
Entr~ #21830, Benzene, 1,3-dieth~l-5-meth~l- (from NIST200~ 

10.0 11, 13 

8.0 

6.0 

4.0 91"' 10~ 

77"' 

.J. 
2.0 

51"' 6~ .J 1,111 , In o.o ,,,, .1.1 I. I. I 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

Qualit~ Formula 

70 C11H16 

70 C11H16 

60 C11H16 

14~ 

I, /54 
J.dl. ... 
140 150 160 

<SCALED) 

14~ 

I 
140 150 160 

(SCALED) 

14~ 

I I 
140 150 160 

10.0 
Entr~ #21836, Benzene, 1-eth~l-4-(1-meth~leth~l)- (from NIST2~.L) (SCALED) 

13 

8.0 
10~ 

6.0 

91"' 
4.0 

11~ 14~ 
77"' 

2.0 3~ 51"' 6~ 

1~1J I, 27"' Jii. o.o ' .111 1.1' ,1,,' ,, ,I d. , I I. ,,I I llo I I 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 

mlz 

Weight 

170 

170 

170 

170 

148 

148 

148 

18~ 
. ' 

180 

180 

180 

180 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 
Report Date: 04-Aug-2010 11:24 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 
J1304-06A Client Smp ID: B7G87 
10-JUL-2010 20:52 
MMS SRC: LIMS 
J1304-06B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 8 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.000 
55.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.277 2285528 

* 65 Phenanthrene-d10 7.338 736831 

* 77 Chrysene-d12 9.844 908211 

* 85 Perylene-d12 11. 083 929566 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclohexane, 1-ethyl-2-methyl-, trans- CAS #: 4923-78-8 

2.376 2371942 41.5123552 6100 C) NIST2002.L 11263 25 

Unknown CAS #: 

2.472 1899897 33.2509013 4900 0 0 25 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, (1-methylethyl)- CAS #: 98-82-8 

2.488 2087683 36.5374127 5400 87 NIST2002.L 9112 25 

Cyclohexane, propyl-

EJ 
#: 1678-92-8 

2.552 3274997 57.3170901 8500 NIST2002.L 11176 25 

Branched Alkane CAS #: 

2.573 2853310 49.9369804 7400 0 0 25 

Unknown CAS #: 

2.616 2540711 44.4660498 6600 0 0 25 

Benzene, propyl-

0 
#: 103-65-1 

2.717 4122287 72.1458676 11000 NIST2002.L 9109 25 

Unknown CAS #: 

2.760 3954224 69.2045383 10000 0 0 25 

Unknown CAS #: 

2. 872 2864331 50.1298529 7400 0 0 25 

m-Menthane, (1S, 3S)- (+)-

fJ 
#: 13837-67-7 

3.006 1850204 32.3811950 4800 NIST2002.L 17333 25 

Cyclopentane, (1-methylbutyl)-

t5 
#: 4737-43-3 

3.043 1324831 23.1864320 3400 NIST2002.L 17352 25 

Unknown CAS #: 

3.123 4959030 86.7900704 13000 0 0 25 

Unknown CAS #: 

3.214 3391747 59.3603886 8800 0 0 25 

Unknown CAS #: 

3.300 10794049 188.911181 28000 0 0 25 

Benzene, 1,3-diethyl- CAS #: 141-93-5 

3.385 2641451 46.2291388 6800 92 NIST2002.L 14331 25 

Unknown CAS #: 

3.428 9225851 161.465495 24000 0 0 25 

Unknown CAS #: 

3.497 8822430 154.405052 23000 0 0 25 

Unknown CAS #: 

3.594 2680409 46.9109713 6900 0 0 25 

Benzene, 1-methyl-2-(1-methylethyl)- CAS #: 527-84-4 

3.674 2347226 41.0797922 6100 93 NIST2002.L 14404 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.855 7992687 139.883375 21000 96 NIST2002.L 14361 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 
Report Date: 04-Aug-2010 11:24 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, 1-methyl-2-(2-propenyl)-

25 
#: 1587-04-8 

4.005 3402898 59.5555485 8800 NIST2002.L 13620 25 

1H-Indene, 2,3-dihydro-4-methyl- CAS #: 824-22-6 

4.058 3736406 65.3924137 9700 90 NIST2002.L 13606 25 

Benzene, 1-ethyl-3,5-dimethyl- CAS #: 934-74-7 

4.074 6085745 106.509181 16000 87 NIST2002.L 14367 25 

Benzene, 2,4-diethyl-1-methyl- CAS #: 1758-85-6 

4.117 1913068 33.4814013 5000 95 NIST2002.L 21820 25 

Benzene, 1,4-diethyl-2-methyl- CAS #: 13632-94-5 

4.160 1749595 30.6203954 4500 96 NIST2002.L 21821 25 

Benzene, 1-methyl-4-(1-methylpropyl)- CAS #: 1595-16-0 

4.208 2275233 39.8198143 5900 90 NIST2002.L 21844 25 

1H-Indene, 2,3-dihydro-1,2-dimethyl- CAS #: 17057-82-8 

4.299 1930567 33.7876693 5000 91 NIST2002.L 20741 25 

Branched Alkane CAS #: 

4.432 1108143 19.3940704 2900 0 0 25 

10,18-Bisnorabieta-5,7,9(10) ,11,13-penta CAS #: 6566-19-4 

8.583 1626798 88.3132089 13000 87 NIST2002.L 81281 65 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

9.011 767432 33.7997013 5000 99 NIST2002.L 78744 77 

Unknown CAS #: 

12.130 649554 27.9508299 4100 0 0 85 

Stigmast-4-en-3-one CAS #: 1058-61-3 

12.446 633583 27.2635661 4000 90 NIST2002.L 158845 85 (L) 

QC Flag Legend 

L Operator selected an alternate library search match. 



,.... 
M 
< <> 
..-l c 
..... 
fU 
E 
L 
0 :z: 

,.... 
M 
< 
<> 
..-l 
X 
'J 

..... 
fU 
E 
L 
0 :z: 

,.... 
M 
< 
<> 
..-l c 
..... 
fU 
E 
L 
0 :z: 

,.... 
M 
< <> 
..-l 
X 
'J 

..... 
fU 
E 
L 
0 :z: 

Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date 10-JUL-2010 20!52 

Client ID! B7G87 

Sample Info! J1304-06B,,52646,,4 

Volume Injected <uL)! 2.0 

Column phase! DB-5HS 

Librar~ Search Compound Hatch 

C~clohexane, 1-eth~l-2-meth~l-, 

C~clohexane, 1,3-dimeth~l-, cis-

trans-

1H-P~razole, 5-eth~l-4,5-dih~dro-3,5-dim 

CAS Number 

4923-78-8 

638-04-0 

21981-22-6 

Instrument; S3.i 

Operator! HHS SRC! LIHS 

Column diameter! 0.25 

Librar~ Entr~ 

NIST2002.L 11263 

NIST2002.L 6637 

NIST2002.L 10900 

Scan 334 <2.376 min) of S3G6588.D <Subtracted) ~}ED) 
10.0 

8.o ~5 

6.0 

4.0 /1 6~ 

2.0 8~ 9~ 

L II. 1~. o.o .• o.ll .•.•• 11 1~. I' I' I, 1, .. .. ' II I. 
20 30 40 50 60 70 80 90 100 

mlz 

Qualit~ Formula 

81 C9H18 

64 C8H16 

64 C7H14N2 

12~ 

II.. /11 
. ' ... 

110 120 130 

10.0 
Entr~ #11263, C~clohexane, 1-eth~l-2-meth~l-, trans- (from ~f002.L) (SCALED) 

5~ 
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/1 4.0 

/29 
6~ 
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'. I' II II. 81"' /3 
2~1J .L L 

111"' I. o.o .. II. ' •• 1 ,,, I,,, I. I 
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Entr~ #6637, C~clohexane, 1,3-dimeth~l-, cis- (from NI~002.L) (SCALED) 
10.0 55--.-. 97 

8.o 

6.0 

41"' 
11~ 4.0 

/27 ?9 

.. J(14 
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I,. /5 . IJ .. I, li. ... .~~~.II.. 
/3 

o.o ... I. . ,,II '. '.II II' . . ... .I I. 
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mlz 
Entr~ #10900, 1H-P~razole, 5-eth~l-4,5-dih~dro-3,5-dimeth~l- <f~~yisT2002.L> (SCALED) 

10.0 
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4.0 5~ 
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8~/3 111"' 12~ 

2.0 

I 1111. L II~. 7~ /27 

' I. o.o ..... 1. ""I. II I. L 
20 30 40 50 60 70 80 90 100 110 120 130 

m/z 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date 10-JUL-2010 20t52 

Client IDt B7G87 

Sample Info: J1304-06B,,52646,,4 

Volume Injected <uL)t 2.0 

Column phaset DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diametert 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11176 80 C9H18 

Scan 367 <2.552 min) of S3G6588.D (Subtra~j <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date 10-JUL-2010 20!52 

Client IDt B7G87 

Sample Info: J1304-06B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

Benzene, prop~l- 103-65-1 NIST2002.L 9109 

10.0 
Scan 398 <2.717 min) of S3G6588.D ~btracted) <SCALED) 
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Entr~ #9109, Benzene, prop~l- (from~IST2002.L) <SCALED) 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date 10-JUL-2010 20!52 

Client IDt B7G87 

Sample Info: J1304-06B,,52646,,4 

Volume Injected (uL)! 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator! HHS SRCt LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

m-Henthane, <1S,3S)-(+)-

C~clohexane, 1-meth~l-4-(1-methHleth~l)-

13837-67-7 NIST2002.L 

6069-98-3 NIST2002.L 

10.0 
Soan5~ (3.006 min) of S3G6588.D (Subtracted) 
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EntrH #17409, CHcloh5~e, 1-methHl-4-<1-methHlethHl)-, cis- (from NIST2002.U <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date 10-JUL-2010 20t52 

Client IDt B7G87 Instrumentt S3.i 

Sample Infot J1304-06B,,52646,,4 

Volume Injected <uL)t 2.0 Operatort HHS SRCt LIHS 

Column phaset DB-5HS Column diametert 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

C~clopentane, <1-meth~lbut~l)- 4737-43-3 NIST2002.L 17352 

10.0 
Scan 459 <3.043 min) of S3G6588.D~ubtracted) <SCALED) 
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6.0 6~ 
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Qual it~ Formula 

64 C10H20 

14~ 
/25 

. I I. .I ... 
130 140 

En1f~17352, C~clopentane, <1-meth~lbut~l)- (from NIST2002.L) <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6588.D 

Date t 10-JUL-2010 20t52 

Client IDt B7G87 

Sample Info: J1304-06B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1-meth~l-2-<2-propen~l)-
1-Phen~l-1-butene 

1H-Indene, 2,3-dih~dro-5-meth~l-

CAS Number 

1587-04-8 

824-90-8 

874-35-1 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diarroetert 0.25 

Librar~ Entr~ 

NIST2002.L 13620 

NIST2002.L 13570 

NIST2002.L 13605 

10.0 
Scan 639 <4.005 min) of S3G6588.D <Subtr~cted) (SCALED) 
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/ /.1.48 

Formula Weight 
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Entr~ ~13620, Benzene, 1-meth~l-2-(2-propen~l)- (from NIST2002.L) (SCALED) 
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Entr~ ~13605, 1H-Indene, 2,3-dih~dro-5-meth~l- (from NIST2002.L) (SCALED) 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 
Report Date: 04-Aug-2010 10:54 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 
J1304-07A Client Smp ID: B7G88 
09-JUL-2010 21:13 
MMS SRC: LIMS 
J1304-07B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100709A.B\S3 SOM.m 
Meth Date 04-Aug-2010 10:29 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 9 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name 

DF 
Uf 
Vt 
Vi 
Ws 
M 

Cpnd Variable 

ISTD 

Value 

1. 000 
2.000 

500.000 
2.000 

30.300 
9.000 

Description 

Dilution Factor 
GPC correction factor 
Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 
Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA AMOUNT 
============================== ====== ====== ====== 

* 25 Naphthalene-dB 4.315 1316564 40.000 

* 46 Acenaphthene-d10 5.971 778213 40.000 

* 77 Chrysene-d12 9.918 3408323 40.000 

* 85 Perylene-d12 11.168 1102247 40.000 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Octane, 2,6-dimethyl- CAS #: 2051-30-1 

2.600 1629087 49.4950607 900 C) NIST2002.L 18455 25 

Unknown CAS #: 

2.749 1305934 39.6769955 720 0 0 25 

Unknown CAS #: 

2.792 1505839 45.7505394 830 0 0 25 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 
Report Date: 04-Aug-2010 10:54 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Benzene, 1-methyl-4-propyl- es #: 1074-55-1 

3.155 1772876 53.8636958 980 NIST2002.L 14344 25 

Branched Alkane CAS #: 

3.246 2626126 79.7872092 1400 0 0 25 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.283 6808823 206.866317 3800 95 NIST2002.L 13631 25 

Cyclohexane, butyl-

E!5 
#: 1678-93-9 

3.326 4561297 138.581762 2500 NIST2002.L 17302 25 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.417 1700589 51.6674562 940 94 NIST2002.L 14329 25 

Unknown CAS #: 

3.449 2080013 63.1951503 1100 0 0 25 

Unknown CAS #: 

3.476 1083408 32.9162024 600 0 0 25 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.508 2760467 83.8687732 1500 93 NIST2002.L 16319 25 

Unknown CAS #: 

3.711 1327138 40.3212266 730 0 0 25 

Unknown CAS #: 

3. 770 1999499 60.7489626 1100 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.882 4197638 127.533048 2300 92 NIST2002.L 14361 25 

Benzene, 1-methyl-3-(1-methylethyl)- 0s #: 535-77-3 

3.909 1440609 43.7687208 790 NIST2002.L 14403 25 

Naphthalene, decahydro-2-methyl- CAS #: 2958-76-1 

3.989 2631426 79.9482304 1400 86 NIST2002.L 24328 25 

Benzene, 1-methyl-4-(2-propenyl)- CAS #: 3333-13-9 

4.037 2226387 67.6422872 1200 87 NIST2002.L 13619 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

4.106 4285768 130.210593 2400 97 NIST2002.L 14361 25 

Benzene, 1,3-diethyl-5-methyl- gs #: 2050-24-0 

4.149 1095914 33.2961474 600 4 NIST2002.L 21830 25 

Branched Alkane CAS #: 

4.464 1026618 31.1908022 570 0 0 25 

Benzene, 1,2-dimethyl-3-nitro- CAS #: 83-41-0 

4.924 5809080 176.492023 3200 98 NIST2002.L 23751 25 



Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 
Report Date: 04-Aug-2010 10:54 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============== ============ ========= 

Straight-chain Alkane CAS #: 

4.966 4S4343 13.8038786 2SO 0 0 2S 

Benzene, 1,2-dimethyl-4-nitro- CAS #: 99-S1-4 

S.314 901431 46.3333S64 840 9S NIST2002.L 23746 46 

Straight-chain Alkane CAS #: 

s .S11 61109S 31.4101S67 S70 0 0 46 

Straight-chain Alkane CAS #: 

6.97S 486849 2S.0239183 4SO 0 0 46 

Unknown CAS #: 

7.883 480S79 24.7016623 4SO 0 0 46 

Anthracene, 2-methyl- CAS #: 613-12-7 

7.910 S39741 27.742S917 SOD 93 NIST2002.L S0612 46 

10,18-Bisnorabieta-S,7,9(10),11,13-penta CAS #: 6S66-19-4 

8.636 2338763 27.4476712 SOD 98 NIST2002.L 81281 77(L) 

Unknown CAS #: 

9.614 1883470 22.1043624 400 0 0 77 

Unknown CAS #: 

9.6S7 3898669 4S.7S46830 830 0 0 77 

Unknown CAS #: 

9.699 2848S8S 33.4309260 610 0 0 77 

Unknown CAS #: 
10.602 70627S 2S.6303738 460 0 0 8S 

Benzo[e]pyrene CAS #: 192-97-2 

11.083 1220463 44.2899843 BOO 98 NIST2002.L 89816 BS 

Benzo[b]triphenylene CAS #: 21S-SB-7 

11.884 448S68 16.2783069 300 9S NIST2002.L 10S331 8S(L) 

QC Flag Legend 

L - Operator selected an alternate library search match. 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 

Date t 09-JUL-2010 21t13 

Client ID: B7G88 

Samrle Info: J1304-07B,,52646,, 

Volume Injected (uL>: 2.0 

Column rhaset DB-5HS 

Librar~ Search Comround Hatch 

Octane, 2,6-dimeth~l­

Nonane, 3-meth~l-

Instrument: S3.i 

Orerator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2051-30-1 NIST2002.L 

5911-04-6 NIST2002.L 

Entr~ 

18455 

18429 

Scan 376 ~.600 min) of S3G6559.D <Subtracted) (SCALED) 
10.0 57 

/71 

8.0 
4~ 

6.0 

4.0 

Qualit~ Formula 

83 C10H22 

64 C10H22 

r13 

.... 1.1 
8~ 2.0 

. 6~111 97"" 

II I !.-05.11. 
r25 

.. 111. o.o I I. .. . ... .111. Ill 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 

10.0 
Entr~ #18455~ctane, 

57 
2,6-dimeth~l- (from NIST2002.L) <SCALED) 

8.0 4~ 

/71 6.0 
/29 

4.0 

r13 
2.0 r8 8~ 

.11 I ••• ,,.,!,I 9~roo ... II.. 127"" 
I . I. ....... 11 . ..... ,,I . o.o • I I. .. . . ..... . ... 

20 30 40 50 60 70 80 90 100 110 120 130 
mlz 

10.0 
Entr~ #184~ Nonane, 3-meth~l- (from NIST2002.L) (SCALED) 

57 
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6.0 4~ 
/71 

4.0 

/29 

. "'I 

r12 2.0 

.I. I. r8 8~ 
r5 9~ II. 127"" 

..... 1 o.o I I. . . . . II I. .. II I . ... ... 
20 30 40 50 60 70 80 90 100 110 120 130 
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Data File: \\Avogaclro\Organios\S3.I\100709A.B\S3G6559.D 

Date : 09-JUL-2010 21:13 

Client ID: B7G88 

Sample Info: J1304-07B,,52646,, 

Volume Injeotecl <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column cliameter: 0.25 

Librar~ Search Compouncl Hatch CAS Number Librar~ 

Benzene, 1-meth~l-4-prop~l- 1074-55-1 NIST2002.L 14344 

10.0 
Soan 480 <3.155 min) of S3G6559.D <Subtraotecl) (SCAL~ 

10 

8.o 

6.0 

4.0 9~ 
~1 77"'-... 

II I .II. 
67"'-... 2.0 5~ /39 

11.1 d I ,,I, o.o I I I II •I II 
20 30 40 50 60 70 80 90 100 

mlz 

Qualit~ Formula Weight 

60 C10H14 134 

/34 

/10 12~ 
1 ... ~0 1 .. 11 ol .1 .... 

110 120 130 140 

Entr~ #14344, Benzene, 1-meth~l-4-prop~l- (from NIST2002.L)~CALED) 
10.0 10 
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4.0 
13~ 

2.0 /77 91"'-... /06 ...... 11!36 /27 /39 51""- 6~ /17 /5 7~ 
o.o .l.o oo I, I, rlrr •• • ••• 1 •• ... L1. oo oo I ,II, •• l1 I. ,lolol. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
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Data File: \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 

Date : 09-JUL-2010 21:13 

Client ID: B7G88 

Sample Info: J1304-07B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

C~clohexane, but~l- 1678-93-9 NIST2002.L 17302 70 C10H20 140 

Scan 512 <3.326 min) of S~~9.D (Subtracted) <SCALED) 
10.0 

8.0 5~ 

6.0 r1 

71"" 
4.0 

/5 14~ 117"" 2.0 

.... ,111 I 11 ..... 1. .. 1 

~9 r25 

I .. Ill .I I II, .. 1 .. 
15~~5 

o.o I .. .... 11 I I. ••• I .J I I I. .... ..111. .. .. .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

mlz 
Entr~ #17302, C~clohexane, b8~- (from NIST2002.L) <SCALED) 

10.0 
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/29 67"" 14~ 
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1.(42 r5 L II. L . r11 
o.o .. ... II .. ,,, I. ·"· .. 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
mlz 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 

Date : 09-JUL-2010 21t13 

Client IDt B7G88 

Sample Inrot J1304-07B,,52646,, 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1-meth~l-3-(1-meth~leth~l)-
Benzene, 1,2,4,5-tetrameth~l-
Benzene, 1-eth~l-2,4-dimeth~l-

CAS Number 

535-77-3 
95-93-2 
874-41-9 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 14403 

NIST2002.L 14361 

NIST2002.L 14370 

10.0 
Scan 621 (3.909 min) or S3G6559.D (Subtracted) <S~D) 

19 

8.0 

6.0 
57"' 

4.0 

/3 71"' 
~1 

I 
2.0 /77 

II. 
11~ 

. .I .I. I' I" .. .~.~ .... o.o .!1. I .. 1.1 J. .. ~l, I .. " I. I I. 
20 30 40 50 60 70 80 90 100 110 120 

mlz 

Qual it~ 
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76 
68 

/34 

tl, .. I I 

130 140 

10.0 
Entr~ #14403, Benzene, 1-meth~l-3-(1-meth~leth~l)- (rrom N~2002.L) (SCALED) 

11 

8.o 

6.0 

4.0 
13~ 

91"' 
2.0 3~/1 ....... J. 6~ 77"' 10~ 

o.o . I. ' . '1.1. ' .. . .! ..... 1 •.... ,.1 ........... 111 .........•. 1~~ ........ 111 ......... 1.11 I. .. 
20 30 40 50 60 70 80 90 100 110 120 130 140 

mlz 
Entr~ #14361, Benzene, 1,2,4,5-tetrameth~l- (rrom NIST~.L) (SCALED) 

10.0 11 
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91"' 
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.... II .. 
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o.o .. ,J,, .. 1.1. .Ill . ' ,, .• 1.11 . ... l11 . .• Ill .. l1l I. .... I I. 

20 30 40 50 60 70 80 
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100 110 120 130 140 

Entr~ #14370, Benzene, 1-eth~l-2,4-dimeth~l- <rrom NIST~2.L) <SCALED) 
10.0 11 
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C10H14 134 
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Data Filet \\Avogadro\Organics\S3.I\100709A.B\S3G6559.D 

Date : 09-JUL-2010 21t13 

Client IDt B7G88 Instrument: S3.i 

Sample Infot J1304-07B,,52646,, 

Volume Injected (uL)t 2.0 Operator: HHS SRCt LIHS 

Column phase: DB-5HS Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

Benzene, 1,3-dieth~l-5-meth~l- 2050-24-0 NIST2002.L 21830 

Scan 666 <4.149 min) of S3G6559.D ~tracted) (SCALED) 
10.0 11 

8.0 13~ 

6.0 
10~ 

4.0 57"" 71"" /1 

r1 /77 
2.0 

r37 

Qualit~ Formula 

64 C11H16 

/.48 

167"" 
o.o .. 1.1 .J.~.LI~ ... ,11.1.1J ... II1.1,1. ' I III. I d' •• 1 I" I ill!." II 1. .. . II•·' I. .I' I . ··' I. ' . .... ,. 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 
mlz 

10.0 
Entr~ #21830, Benzene, 1,3-dieth~l-5-meth~l- (from NI~002.L) (SCALED) 

/1913 . 

8.0 

6.0 
14~ 

4.0 /1 r05 

77"" 
IJI 

2.0 
51"" 6~ /79 ~IJ 1,11 I o.o ,,,1 ,Ill .111 I,), I I I 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 
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Weight 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 
Report Date: 04-Aug-2010 12:08 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 
J1304-07ADL Client Smp ID: B7G88DL 
10-JUL-2010 21:17 
MMS SRC: LIMS 
J1304-07BDL,,52646,,2 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 9 
Dil Factor: 2.00000 
Integrator: HP RTE 
Target Version: 4.14 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

2.000 
2.000 

500.000 
2.000 

30.300 
9.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
%- Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 8 1,4-Dichlorobenzene-d4 3.146 357288 

* 25 Naphthalene-dB 4.274 1124894 

* 65 Phenanthrene-d10 7.340 681265 

* 77 Chrysene-d12 9.845 1610764 

* 85 Perylene-d12 11.085 840304 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Cyclic Alkane CAS #: 

2.548 272278 30.4827459 1100 0 0 8 

Branched Alkane CAS #: 

2.564 378088 42.3285744 1500 0 0 8 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 
Report Date: 04-Aug-2010 12:08 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Heptane, 3-ethyl-2-methyl-

cJ 
#: 14676-29-0 

2.607 306637 34.3293289 1200 NIST2002.L 18480 8 

Unknown CAS #: 

2.714 484447 54.2359944 2000 0 0 8 

Unknown CAS #: 

2.756 584151 65.3982202 2400 0 0 8 

Cyclohexene,3-butyl-

GJ 
#: 3983-07-1 

2.869 317414 35.5358632 1300 NIST2002.L 16270 8 

Cyclopentane, (1-methylbutyl)-

0 
#: 4737-43-3 

3.034 347791 38.9367155 1400 NIST2002.L 17352 8 

2-Tolyloxirane g #: 2783-26-8 

3.120 582888 65.2568160 2400 NIST2002.L 14756 8 

Branched Alkane CAS #: 

3.205 997394 111.662668 4000 0 0 8 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.243 2770876 310.211735 11000 95 NIST2002.L 13631 8 

cyclohexane, butyl- c:)s #: 1678-93-9 

3.285 1716727 192.195060 7000 0 NIST2002.L 17303 8 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.381 653476 73.1595460 2700 94 NIST2002.L 14329 8 

Unknown CAS #: 

3.413 607796 68.0454288 2500 0 0 8 

Unknown CAS #: 

3.440 288374 32.2847362 1200 0 0 8 

'---
Naphthalene, decahydro- CAS #: 91-17-8 

3.467 374401 41.9158506 1500 93 NIST2002.L 16287 8 

Benzene, 4-ethyl-1,2-dimethyl-

~ 
#: 934-80-5 

3.670 581734 65.1277148 2400 NIST2002.L 14377 8 

Unknown CAS #: 

3.734 816140 29.0210302 1100 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.841 1615717 57.4531023 2100 91 NIST2002.L 14361 25 

Benzene, 1-ethenyl-4-ethyl- CAS #: 3454-07-7 

3.996 835492 29.7091696 1100 92 NIST2002.L 13588 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

4.065 1667423 59.2916915 2200 97 NIST2002.L 14361 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 
Report Date: 04-Aug-2010 12:08 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Branched Alkane CAS #: 

4.428 304269 10.8194790 390 0 0 25 

Benzene, 1,2-dimethyl-3-nitro- CAS #: 83-41-0 

4.877 2298055 81.7162617 3000 98 NIST2002.L 23751 25 

Straight-chain Alkane CAS #: 

6.934 237467 13.9427038 510 0 0 65 

Anthracene, 1-methyl- CAS #: 610-48-0 

7.858 257764 15.1344463 550 95 NIST2002.L 50609 65 

4H-Cyclopenta[def]phenanthrene CAS #: 203-64-5 

7.922 465079 27.3067660 990 94 NIST2002.L 49337 65 

Unknown CAS #: 

8.157 482506 28.3299914 1000 0 0 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta CAS #: 6566-19-4 

8.579 887306 52.0975203 1900 98 NIST2002.L 81281 65 

11H-Benzo[b]fluorene CAS #: 243-17-4 

9.028 547035 13.5844763 490 94 NIST2002.L 67032 77 

Unknown CAS #: 

9.552 641949 15.9414677 580 0 0 77 

Unknown CAS #: 

9.594 1377322 34.2029507 1200 0 0 77 

Unknown CAS #: 

9.637 910409 22.6081277 820 0 0 77 

Unknown CAS #: 

10.465 228734 10.8881750 390 0 0 85 

Unknown CAS #: 

10.529 293924 13.9913231 510 0 0 85 

Benzo[e]pyrene CAS #: 192-97-2 

10.860 194472 9.25722438 340 90 NIST2002.L 89816 85 (L) 

Perylene CAS #: 198-55-0 

10.999 441867 21.0336692 760 98 NIST2002.L 89813 85 

QC Flag Legend 

L - Operator selected an alternate library search match. 
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Data Filet \\Avogaclro\Organics\S3.I\100710A.B\S3G6589.D 

Date t 10-JUL-2010 21t17 

Client IDt B7G88DL 

Sample Infot J1304-07BDL,,52646,,2 

Volume Injectecl <uL)t 2.0 

Column phase: DB-5HS 

Librar~ Search Compouncl Hatch 

Heptane, 3-eth~l-2-meth~l-

Instrument: S3.i 

Operatort HHS SRCt LIHS 

Column cliametert 0.25 

CAS Number Librar~ Entr~ 

14676-29-0 NIST2002.L 18480 

10.0 
Scan 378 ~607 min) of S3G6589.D <Subtracted) <SCALED) 

57 

8.0 

6.0 r3 

4.0 /71 9~ 

Qualit~ Formula 

64 C10H22 

2.0 6~ /5 

.. II" 
111"' ?13 ?23 

I, I. J . I. o.o I 1111 I 1.11 I , I Ill. I 
20 30 40 50 60 70 80 90 100 110 120 130 

mlz 
Entr~ #18480, Hep~i 3-eth~l-2-meth~l- <from NIST2002.L) <SCALED) 

10.0 
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6.0 41"' 9~ 
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Weight 
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Data File! \\Avogadro\Organios\S3.I\100710A.B\S3G6589.D 

Date 10-JUL-2010 21!17 

Client ID! B7G88DL 

Sample Info! J1304-07BDL,,52646,,2 

Volume Injected (uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~olohexene,3-but~l-

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter! 0.25 

CAS Number Librar~ Entr~ 

3983-07-1 NIST2002.L 16270 

10.0 
Soan 427 <2.869 min) of S3~89.D (Subtracted) (SCALED) 

81 

8.0 

6.0 
/1 5~ /'7 /'7 ~6 

4.0 
?5 

I I 
2.0 

IL I. .I, I I II. 10~ 
o.o I ,Ill I I It I' II II 

30 40 50 60 70 80 90 100 110 
mlz 

10.0 
Entr~ #16270, C~olohexene,3-b~l- <from NIST2002.L) (SCALED) 

81 

8.0 

6.0 

4.0 41" /'7 ~6 

Qualit~ Formula 

64 C10H18 
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• I L I .. .. I. .•. 111 .•... 
/-23 

o.o ol,. ..11 I''. ...... 
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Data File! \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 

Date ! 10-JUL-2010 21!17 

Client ID! B7G88DL 

Sample Info: J1304-07BDL,,52646,,2 

Volume Injected <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

C~clopentane, <1-meth~lbut~l)-

Oxazole, 4,5-dimeth~l-

C~clohexane, 1-meth~l-3-<1-meth~leth~l)-

CAS Number 

4737-43-3 

20662-83-3 

16580-24-8 

Instrument: S3.i 

Operator! HHS SRC! LIHS 

Column diameter: 0.25 

Librar~ Entr~ 

NIST2002.L 17352 

NIST2002.L 2911 

NIST2002.L 17397 

10.0 
Scan 458 <3.034 min) of S3G6589.D (Subtr~e7d) (SCALED) 

8.0 

6.o 
/'5 

~1 4.0 
6~ 

Qual it~ Formula 

83 C10H20 

64 C5H7NO 

64 C10H20 

2.0 

.dill I 
8~ 9~ 14~ 

r12 r25 

I. L II .. . II I"" I Ill . " I. . I. o.o ' ' .. II .I .• 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ #17352, ~§opentane, <1-meth~lbut~l)- (from NIST2002.L) (SCALED) 
10.0 

8.0 /7 

6.0 
~1 6~ 

4.0 
/27 

2.0 

II I, I 8~/4 

" I. J I r11 14~ 

o.o I , .. ,J,II. .I I I, I 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Entr~ #2911, Oxazole, 4,5-dimeth~l- (from ~ST2002.L) <SCALED) 
10.0 

4~ 
97 

8.0 /'5 

6.0 

4.0 
2~ 

2.0 r5 

1ll, 
5~ 

/70 8~ /8 37~ II 
o.o I II II L. .111 I Ill I .II 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

10.0 
Entr~ #17397, c~~exane, 1-meth~l-3-<1-meth~leth~l)- (from NIST2002.L) <SCALED) 

8.0 

6.o 
/7 

4.0 
41~ 

6~ 81~ 2.0 2~ 

.. 1.IJ ........ 11 ... 1 

14~ 
.. 111 •. 

/3 12~ 
o.o ..... 1 1 .. .. 1~. ... . ... 1.1 .. I. .I. 

20 30 40 50 60 70 80 90 100 110 120 130 140 
mlz 

Weight 

140 

97 

140 

~4 

150 

150 

150 

150 



'"' M 
< 
0 
..-1 
X 

"w' 

..... 
11) 
s: 
t. 
0 z 

'"' M 
< 
0 
..-1 
X 

"w' 

..... 
11) 
s: 
t. 
0 z 

Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 

Date 10-JUL-2010 21t17 

Client IDt B7G88DL 

Sample Infot J1304-07BDL,,52646,,2 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

2-Tol~loxirane 

Instrumentt S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

2783-26-8 NIST2002.L 14756 

10.0 
Scan 474 <3.120 min) of S3G6589.D <Subtracted) (SCA~ 

8.0 

6.0 

4.0 
~5 

81"' 
91"' 

~7 2.0 

II .Ill. /39 5~ 6~ 
II' I 1.1 II o.o I .I •. II I I .II I' 

30 40 50 60 70 80 90 100 
mlz 

10.0 
Entr~ #14756, 2-Tol~loxirane (from NIST2002.L) (S~ED) 

10 

8.0 

6.0 

4.0 

77"' 2.0 ~1 
/27 /39 51"' ~5 6~ .... I II . 8~ . . II I . o.o .It I . 'I.' ··'·· .. .. ·'·'· . . . .. I ... 

30 40 50 60 70 80 90 100 
mlz 

Qualit~ Formula Weight 

62 C9H100 134 

05 

/34 

/25 I. 11~ II . .. I I, 
110 120 130 140 

13~ 

.. J(36 

/19 
117"' . ... I .. 

110 120 130 140 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3GG589.D 

Date 10-JUL-2010 21:17 

Client ID: B7G88DL 

Sample Info: J1304-07BDL,,52G4G,,2 

Volume Injected (uL): 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diametert 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula Weight 

C~clohexane, but~l­

C~clohexane, (2-meth~lprop~l)-

1G78-93-9 NIST2002.L 

1G78-98-4 NIST2002.L 

17303 

1735G 

70 C10H20 

G4 C10H20 

140 

140 

Scan 505 <3.285 min) of S3GG589~~Subtracted) (SCALED) 
10.0 

8.0 5~ 8~ 

G.o 
~1 

4.0 71""-

14~ 

J /-11 2.0 

,111 •.... J.J,I .. 1 
~9 /-18 II .. 1(41 ~2 

o.o ... 11 I I. ... I fol I. .• 1 ... ,.11. .1 ••.. 

20 30 40 50 GO 70 80 90 100 110 120 130 140 150 
mlz 

10.0 
Entr~ #17303, C~clohexane, bu~(from NIST2002.L) (SCALED) 

8.o /5 

G.o 

4.0 ~1 

/29 G7""' 14~ 
2.0 

~7 
.. 1.(42 2~LI. ..... L1~.. ~5 /-11 12~ 

o.o . . . I. II ... ... 11 L . .. l.t.l I.. . ...... I. . ..... 
20 30 40 50 GO 70 80 90 100 110 120 130 140 150 

mlz 

10.0 
Entr~ #1735G5~lohexane, (2-meth~lprop~l)- (from NIST2002.L) <SCALED) 

:---83 

8.o 

G.O ~1 8~ 

4.0 ~7 
/27 

G~ 

..... J. 
14~ 2.0 

J .. 1~.. ..... U~. .... .J /-1212~ /-5 . ..Ill .. 1.(42 
o.o ..... .... II , ••• 1 I. ····· ··'· 

20 30 40 50 GO 70 80 90 100 110 120 130 140 150 
mlz 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6589.D 

Date t 10-JUL-2010 21t17 

Client IDt B7G88DL 

Safllple Infot J1304-07BDL,,52646,,2 

Voluflle Injected <uL)t 2.0 

Coluflln phase: DB-5HS 

Librar~ Search Cofllpound Hatch 

Soan 577 
10.0 

8.o 
/'5 

6.0 
r1 

4.0 

2.0 

II I .~,111 o.o 
20 30 40 50 60 

Instrufllentt S3.i 

Operator: HHS SRC: LIHS 

Coluflln diaflletert 0.25 

CAS Nufllber Librar~ Entr~ 

934-80-5 NIST2002.L 14377 

<3.6~fll;n) of S3G6589.D <Subtracted) (SCALED) 
,_A19 

97"" 

~3 
111"" 

". 1111 I ... 11111111 'IIIJ I d ,i,"d I •. ld I, .l1 
70 80 90 100 110 120 

flliZ 

Qualit~ Forfllula 

64 C10H14 

13~ 
15~ 

Ill"' .. .I. 
130 140 150 

Entr~ #14377, Benzene, 4-eth~l-1,2-diflleth~l- (frofll NIST2~.L) <SCALED) 
10.0 11 

8.0 

6.0 

4.0 13~ 91"" 

1:35 
77"" 

" I I., 
10~ 2.0 

51"' 6~ 
27"" 3~ 

.... l11. o.o ·'. ,I, I . 1 .... • , lo I. . • oil I.. 1.1 I. . .... 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

flliZ 

Weight 

134 

16~~8 
. ' 

160 

160 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 
Report Date: 04-Aug-2010 12:44 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 
J1304-08A Client Smp ID: B7G89 
10-JUL-2010 21:42 
MMS SRC: LIMS 
J1304-08B,,52646,,4 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date : 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 10 
Dil Factor: 4.00000 
Integrator: HP RTE 
Target Version: 4.14 
Processing Host: TARGET107 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

4.000 
2.000 

500.000 
2.000 

30.500 
16.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.273 2371418 

* 65 Phenanthrene-d10 7.340 762540 

* 77 Chrysene-d12 9.845 960777 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Unknown CAS #: 

2.468 1501839 25.3323424 2000 0 0 25 

Cyclohexane, propyl- CAS #: 1678-92-8 

2.553 2875394 48.5008266 3800 5 NIST2002.L 11176 25 

Nonane, 3-methyl- ~s #: 5911-04-6 
2.575 1934873 32.6365585 2500 NIST2002.L 18433 25 

AMOUNT 
====== 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 
Report Date: 04-Aug-2010 12:44 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

2.612 1738542 29.3249305 2300 0 0 25 

Unknown CAS #: 

2.713 2311041 38.9815860 3000 0 0 25 

2-0ctene, 2,6-dimethyl-

<:) 
#: 4057-42-5 

2.756 3460422 58.3688180 4600 NIST2002.L 17331 25 

Unknown CAS #: 

2.868 2725740 45.9765411 3600 0 0 25 

Cyclohexane, 1-methyl-2-propyl-

6 
#: 4291-79-6 

3.039 1508201 25.4396537 2000 NIST2002.L 17369 25 

Benzene, (1-methylpropyl)-

f) 
#: 135-98-8 

3.125 4715517 79.5391788 6200 NIST2002.L 14339 25 

Decane, 4-methyl-

t5 
#: 2847-72-5 

3.216 2445082 41.2425274 3200 NIST2002.L 27129 25 

Unknown CAS #: 

3.242 1453069 24.5097009 1900 0 0 25 

Branched Alkane CAS #: 

3.296 6732775 113.565366 8900 0 0 25 

Decane, 3-methyl- ~ #: 13151-34-3 
3.328 1828179 30.8368928 2400 NIST2002.L 27132 25 

Benzene, 1,2-diethyl- CAS #: 135-01-3 

3.387 2160608 36.4441448 2800 94 NIST2002.L 14329 25 

Naphthalene, decahydro-, trans- CAS #: 493-02-7 

3.477 3185375 53.7294532 4200 98 NIST2002.L 16319 25 

Unknown CAS #: 

3.509 1567518 26.4401843 2100 0 0 25 

Unknown CAS #: 

3.595 1343827 22.6670604 1800 0 0 25 

Benzene, 4-ethyl-1,2-dimethyl-

6 
#: 934-80-5 

3.675 1916659 32.3293297 2500 NIST2002.L 14377 25 

Unknown CAS #: 

3. 723 1309159 22.0822882 1700 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.846 4443753 74.9552018 5900 95 NIST2002.L 14361 25 

1-Methyldecahydronaphthalene 05s #: 2958-75-0 

3.947 1300405 21.9346417 1700 3 NIST2002.L 24317 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 
Report Date: 04-Aug-2010 12:44 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Unknown CAS #: 

3.969 1360569 22.9494622 1800 0 0 25 

Benzene, 1,4-diethyl-2-rnethyl- CAS #: 13632-94-5 

4.001 1355682 22.8670305 1800 () NIST2002.L 21821 25 

Benzene, 1,2,4,5-tetrarnethyl- CAS #: 95-93-2 

4.070 2898109 48.8839738 3800 97 NIST2002.L 14361 25 

Branched Alkane CAS #: 

4.428 1267364 21.3773180 1700 0 0 25 

Branched Alkane CAS #: 

4.770 594664 10.0305190 780 0 0 25 

Unknown CAS #: 

8.061 359023 18.8330002 1500 0 0 65 

18-Norabietane CAS #: 1000293-16-6 

8.178 745139 39.0872027 3100 90 NIST2002.L 95827 65 

4b,8-Dirnethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.285 848454 44.5067027 3500 98 NIST2002.L 92361 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta CAS #: 6566-19-4 

8.579 1323991 69.4515559 5400 95 NIST2002.L 81281 65 

Phenanthrene, 1-rnethyl-7-(1-rnethylethyl) CAS #: 483-65-8 

9.012 340094 14.1591176 1100 98 NIST2002.L 78743 77 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date 10-JUL-2010 21:42 

Client ID: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter! 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

C~clohexane, prop~l- 1678-92-8 NIST2002.L 11176 78 C9H18 

10.0 
Scan 368 <2.553 min) of S3G6590.D <Sub~~ted) <SCALED) 

8.0 

6.0 
5~ 

4.0 

67"' 
2.0 

/39 
•. 1.(9 

9~~7 /09 
o.o I. . ' . tl .. ',,.I I . ',, 

20 30 40 50 60 70 80 90 100 110 
mlz 

10.0 
Entr~ #11176, C~clohexane, prop~l- (from NIS~j·L) (SCALED) 

8.0 /5 

6.0 

4.0 41"' 

/29 67"' 
2.0 

97"' /5 .. IJ ... I. 51"' 
..... L11 .. 7~ 10~ /11 

o.o II . . . . . . ' . I I 1 •. . . I .1 .I I. . . . •• 1 •• 

20 30 40 50 60 
m/:

0 80 90 100 110 

Weight 

126 

12~ 

... ~27 
120 

12~ 

.. k8 

120 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date : 10-JUL-2010 21:42 

Client ID: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Nonane, 3-meth~l-

Scan 
10.0 

8.o 4~ 

6.0 

4.0 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

5911-04-6 NIST2002.L 18433 

372 <t>.575 min) of S3G6590.D <Subtracted) <SCALED) 
57 ....-71 

Qual it~ Formula 

64 C10H22 

/-13 

. "I 'I .. ~~~~ 8~ 2.0 9~ 

I I 111"' I /-27 
o.o I I. I. . .. ill. . 111. .I .. .... 

20 30 40 50 60 70 
mlz 

80 90 100 110 120 130 

10.0 
Entr~ #18433, Nonane, 

~7 
3-meth~l- <from NIST2002.L) <SCALED> 

8.0 4~ 
/71 

6.0 
/29 

4.0 5~ 

.1. ... JI /-13 2.0 
/-5 8~ 

.. L 9~ /-00 . d .. 127"' I I .... 1l o.o •• 1. I. I. ... . , I II. . ... . .. 
20 30 40 50 60 70 

mlz 
80 90 100 110 120 130 

Weight 

142 
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140 
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Data File: \\Avogaclro\Organios\S3.I\100710A.B\S3G6590.D 

Date : 10-JUL-2010 21t42 

Client ID: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injeotecl <uL)! 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Instrument: S3.i 

Operator: HHS SRC! LIHS 

Column cliametert 0.25 

CAS Number Librar~ Entr~ 

4057-42-5 NIST2002.L 17331 

10.0 
Soan 406 <2.756~~ of S3G6590.D <Subtraotecl) <SCALED) 

8.0 

6.0 ~1 5~ 

4.0 8~ 
/'7 111"' 

2.0 Jl I, I. I /5 r6 . I. II .. I • I • II 1~. . o.o . ,, .11 .. I. o.,,llo .. . . 
30 40 50 60 70 80 90 100 110 

mlz 

Qualit~ Formula 

64 C10H20 

/-25 

/-15 
I I. 

120 130 

Entr~ #17331, 2-0ote~92,6-climeth~l- <from NIST2002.U (SCALED) 
10.0 

8.0 

6.0 /'5 

4.0 4~ 
/29 8~/4 

.. 1.111. 

2.0 111"' 5~ I. I. . ..... 11. 
r7 /-13 /-25 

. I I. o.o ... 1. .. I . '.J. . .I .. . . 
30 40 50 60 70 80 90 100 110 120 130 

mlz 

Weight 

140 

14~ 42 
I • 

140 

14~ 

~2 
140 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date t 10-JUL-2010 21t42 

Client IDt B7G89 

Samrle Info: J1304-08B,,52646,,4 

Volume Injected <uL)t 2.0 

Column rhaset DB-5HS 

Librar~ Search Comround Hatch 

C~clohexane, 1-meth~l-2-rror~l-

Instrument: S3.i 

Oreratort HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

4291-79-6 NIST2002.L 17369 

10.0 
Scan 459 <3.039 min) of S3G6590.D <Subt~~~d) (SCALED) 

8.0 /5 

6~ 
6.0 

~1 

Qualit~ Formula 

62 C10H20 

4.0 
/-11 

8~ 14~ 2.0 9~ 

,I~. II. ... loloLII.. 

/-25 I, II. I .o .•• II 0 .1.. o.o o .. II . ... I, I ol. 
20 30 40 50 60 70 ~~z 90 100 110 120 130 140 

Entr~ #17369, C~clohexane, 1-meth~l-2-rror~l- (f~7NIST2002.L) <SCALED) 
10.0 

/5 
8.0 

6.0 

4.0 ~1 
6~ 

2.0 

Weight 

140 

15~5 .. 
150 

/29 

.. 1111. I 8~/4 14~ 

I, /-5 
1,1 L II. /-11 12~ /-41 

o .. I lol l1l1o I I. o.o Oo 
20 30 40 50 60 70 ~~z 90 100 110 120 130 140 150 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date t 10-JUL-2010 21t42 

Client IDt B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected (uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Benzene, (1-meth~lprop~l)- 135-98-8 NIST2002.L 14339 60 C10H14 

10.0 

8.o 

6.0 

4.0 

2.0 /39 

o.o 1 •• 

30 40 

10.0 

8.o 

6.0 

4.0 

2.0 /27 

o.o .. I. I. 
/39 

. . I. I .... 
30 40 

Scan 475 (3.125 min) of S3G6590.D <Subtracted) (SCALED) 
1~05 

~1 13~ 
67""' 77""' /1 ~39 

/1 

, , I, I I 1.1 .... 1 dlld 11.111 ' ... 1 I .•. 1 

~15 
1 ... 'I. dol II . ' ....... ...... 

50 60 70 

Entr~ #14339, Benzene, 

. tl ••.•..• ..t.l .. 

50 60 70 

80 90 100 110 120 130 
mlz 

(1-meth~lprop~l)- (from N~002.U (SCALED) 
05 

91""' 

...... 1(2 .. .,,, I . 

13~ 

...... !19 ........ 1 .. 

80 90 
mlz 

100 110 120 130 

140 

140 

Weight 

134 

15~~6 
.. 

150 

150 
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Data File~ \\Avogadro\Organios\S3.I\100710A.B\S3G6590.D 

Date t 10-JUL-2010 21t42 

Client IDt B7G89 

Sa!llple Info: J1304-08B,,52646,,4 

Voluf!le Injected <uL)t 2.0 

Coluf!ln phase: DB-5HS 

Librar~ Search Co!llpound Hatch 

Deoane, 4-f!leth~l-

Nonane, 2,6-dif!leth~l­
Heptane, 3,3,5-triflleth~l-

Soan 492 
10.0 ~3 

57"' 
8.o 

6.0 

4.0 

.... II 
2.0 

I I o.o I. 

20 30 40 50 

Instruf!lent: S3.i 

Operator: HHS SRCt LIHS 

Coluf!ln diaf!leter: 0.25 

CAS Nuf!lber Librar~ 

2847-72-5 NIST2002.L 
17302-28-2 NIST2002.L 
7154-80-5 NIST2002.L 

Entr~ 

27129 
27133 
18478 

<3.216 llljp> of S3G6590.D <Subtracted) <SCALED> 
71 

Qualit~ Forf!lula 

81 C11H24 
68 C11H24 
64 C10H22 
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97"' /-13 

1(8 dl. 
/-39 

II. /-27 
I. I. .. . ... I " . 
60 70 80 90 100 110 120 130 140 
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10.0 
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N3 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date : 10-JUL-2010 21:42 

Client m: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected <uL>: 2.0 

Column phase; DB-5HS 

Librar~ Search Compound Hatch 

Decane, 3-meth~l-

10.0 
Scan~13 

57 

8.0 
/1 

6.0 

4.0 

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

13151-34-3 NIST2002.L 27132 

<3.328 min) of S3G6590.D (Subtracted) <SCALED) 

71"' 

8~ 97"' 

127"' 

Qualit~ Formula 

76 C11H24 

2.0 

ill. .11:~128. 11~ 

L I. /-41 
o.o ... 1. I. ... ill ..1 1,. •• 1 .1 •. . .. '••· 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 
m/z 

Entr~ #~~2, Decane, 3-meth~l- (from NIST2002.L) (SCALED) 
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8.0 /3 /71 
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/29 4.0 

12~ 2.0 .. J I .. 9~ /-4 I I, 11~ II. o.o ,, I .. II I . oil I ' 1), 

20 30 40 50 60 70 80 m/z 90 100 110 120 130 140 150 
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Data File~ \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date ~ 10-JUL-2010 21~42 

Client ID~ B7G89 

Sample Info~ J1304-08B,,52646,,4 

Volume Injected <uL)~ 2.0 

Column phase~ DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 4-eth~l-1,2-dimeth~l­

Benzene, 1-eth~l-2,4-dimeth~l-

10.0 
Scan 578 

Instrument~ S3.i 

·operator~ HHS SRC~ LIHS 

Column diameter~ 0.25 

CAS Number Librar~ 

934-80-5 NIST2002.L 

874-41-9 NIST2002.L 

<3.6~~Jn) of S3G6590.D (Subtracted) 

Entr~ 

14377 

14370 

<SCALED) 

Qualit~ Formula 

64 C10H14 

60 C10H14 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date : 10-JUL-2010 21:42 

Client ID: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected (uL>: 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

1-Heth~ldecah~dronaphthalene 

Naphthalene, decah~dro-2-meth~l­
trans-Decalin, 2-meth~l-

i""-67 
Scan 629 

10.0 

8.0 
~5 

~1 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2958-75-0 NIST2002.L 

2958-76-1 NIST2002.L 

1000152-47-3 NIST2002.L 

Entr~ 

24317 

24327 

24310 

<3.947 min) of S3G6590.D <Subtracted) <SCALED) 
.-152 

6.0 
137"" 

4.0 

t..ll it .. IJ1i~t .1.11 

2.0 .J .~JI 1 .... 1JIIII ..... I.illu II ... 
/-78 267"" 
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40 60 80 100 120 140 160 180 200 220 240 260 
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Qual it~ Formula 

83 C11H20 

83 C11H20 

70 C11H20 

280 300 320 

041 
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Entr~ #24327, Naphthalene, decah~dro-2-meth~l- (from NIST2002.L) (SCALED) 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6590.D 

Date 10-JUL-2010 21:42 

Client ID: B7G89 

Sample Info: J1304-08B,,52646,,4 

Volume Injected (uL): 2.0 

Column phase: DB-5HS 

Librar~ Search Compound Hatch 

Benzene, 1,4-dieth~l-2-meth~l-

Instrument: S3.i 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ Entr~ 

13632-94-5 NIST2002.L 21821 

10.0 
Scan 639 (4.001 min) of S3G6590.D (Subtracted) <SCALED) 

8.0 

6.0 /17 

57"' 
~1 4.0 r1 /70 /05 

Qualit~ Formula 

76 C11H16 

~33 

/48 

.. LIJ 
/77 2.0 

lll, .. rll. II . 1J1 . .1d.JI ..... I11 .. ln .. ~~.~JI o.o I. I II. I. li. 1.. II ... I. 1 •• 
20 30 40 50 60 70 80 90 100 110 120 130 140 150 

mlz 

10.0 
Entr~ #21821, Benzene, 1,4-dieth~l-2-meth~l- (from NIST2002.L) (S~D) 

13 

8.0 

6.0 
11~ 

14~ 
4.0 

91"'-- 10~ 

77"'--

I I" .J 2.0 3~ 51"' 6~ 2~ 
... l11 IIIII o.o I Ill .I. I .I oJ I old . Ill I I I 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 
Report Date: 04-Aug-2010 13:36 

Data file : 
Lab Smp Id: 
Inj Date 
Operator 
Smp Info 
Mise Info 
Comment 

Mitkem Laboratories 

CLP SOM QUANTITATION REPORT 
\\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 
J1304-09A Client Smp ID: B7G90 
10-JUL-2010 22:07 
MMS SRC: LIMS 
J1304-09B,,52646,, 

Inst ID: S3.i 

Method \\Avogadro\Organics\S3.I\100710A.B\S3 SOM.m 
Meth Date 04-Aug-2010 11:01 kchiu Quant Type: ISTD 
Cal Date 06-JUL-2010 16:11 Cal File: S3G6426.D 
Als bottle: 11 
Dil Factor: 1.00000 
Integrator: HP RTE 
Target Version: 4.14 

Compound Sublist: SOM.sub 

Concentration Formula: Amt * DF * Uf*(Vt/Vi)*(1/Ws)*(100/(100-M)) * CpndVari 

Name Value Description 

Dilution Factor 
GPC correction factor 

DF 
Uf 
Vt 
Vi 
Ws 
M 

1.000 
2.000 

500.000 
2.000 

30.100 
10.000 

Volume of final extract (uL) (1000 low, 2 
Volume injected (uL) 

Cpnd Variable 

ISTD 

Weight of sample extracted (g) 
% Moisture 
Local Compound Variable 

RT AREA 
============================== ====== ====== 

* 25 Naphthalene-dB 4.276 3121458 

* 65 Phenanthrene-d10 7.347 702285 

* 77 Chrysene-d12 9.853 1127112 

* 85 Perylene-d12 11.092 767820 

CONCENTRATIONS QUANT 

RT AREA ON-COL ( ng) FINAL (ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

Unknown 

2.758 982009 12.5839754 

Unknown 

3.122 1211194 15.5208656 

Decane, 4-methyl-

3.213 2777449 35.5916788 

230 

290 

660 

CAS #: 

0 

CAS #: 

0 

~ #: 2847-72-5 v NIST2002.L 

0 25 

0 25 

27128 25 

AMOUNT 
====== 

40.000 

40.000 

40.000 

40.000 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 
Report Date: 04-Aug-2010 13:36 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 

3.245 2011722 25.7792518 480 95 NIST2002.L 13631 25 

Unknown CAS #: 

3.287 3648416 46.7527050 860 0 0 25 

Unknown CAS #: 

3.416 3724554 47.7283811 880 0 0 25 

Naphthalene, decahydro- CAS #: 91-17-8 

3.474 1340783 17.1814913 320 93 NIST2002.L 16286 25 

Unknown CAS #: 

3.490 2730122 34.9852065 650 0 0 25 

Unknown CAS #: 

3. 720 1446724 18.5390762 340 0 0 25 

Benzene, 1,2,4,5-tetramethyl- CAS #: 95-93-2 

3.848 2619164 33.5633292 620 89 NIST2002.L 14361 25 

Decane, 3,7-dimethyl- CAS #: 17312-54-8 

3.902 596262 7.64081422 140 87 NIST2002.L 36179 25 

trans-Decalin, 2-methyl-

Q 
#: 1000152-47-3 

3.950 2368000 30.3447917 560 NIST2002.L 24310 25 

1-ethyl-2,4-dimethyl- #: 874-41-9 Benzene, CAS 

4. 073 1674189 21.4539331 400 94 NIST2002.L 14370 25 

Unknown CAS #: 

4.206 1943093 24.8998052 460 0 0 25 

Unknown CAS #: 

4.436 2007558 25.7258925 470 0 0 25 

cyclic Alkane CAS #: 

4.607 1297044 16.6209996 310 0 0 25 

Octane, 2,6-dimethyl- (J' #: 2051-30-1 

4.783 5058116 64.8173421 1200 NIST2002.L 18443 25 

Heptylcyclohexane #: 5617-41-4 

f!J 5.205 2534914 32.4837103 600 NIST2002.L 44140 25 

Branched Alkane CAS #: 

5.360 4835909 61.9698673 1100 0 0 25 

Naphthalene, 2,6-dimethyl- CAS #: 581-42-0 

5.568 1746228 22.3770734 410 97 NIST2002.L 27167 25 

Naphthalene, 2,3-dimethyl- CAS #: 581-40-8 

5.633 1312937 16.8246563 310 98 NIST2002.L 27164 25 



Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 
Report Date: 04-Aug-2010 13:36 

CONCENTRATIONS QUANT 

RT AREA ON-COL( ng) FINAL(ug/Kg) QUAL LIBRARY LIB ENTRY CPND # 

============= ============ ========= 

Decahydro-4,4,8,9,10-pentamethylnaphthal 

0 
#: 80655-44-3 

5.675 5573744 71.4248647 1300 NIST2002.L 61716 25 

Branched Alkane CAS #: 

5.803 7866177 100.801301 1900 0 0 25 

Decahydro-4,4,8,9,10-pentamethylnaphthal CAS #: 80655-44-3 

5.862 3161561 180.072736 3300 93 NIST2002.L 61716 65 

Branched Alkane CAS #: 

6. 696 1632468 92.9803152 1700 0 0 65 

Branched Alkane CAS #: 

6.952 2454818 139.818852 2600 0 0 65 

n-Hexadecanoic acid CAS #: 57-10-3 

8.085 9337254 531.821071 9800 98 NIST2002.L 92227 65 

Unknown CAS #: 

8.159 768584 43.7761443 810 0 0 65 

4b,8-Dimethyl-2-isopropylphenanthrene, 4 CAS #: 1000197-14-1 

8.288 569062 32.4119994 600 96 NIST2002.L 92361 65 

10,18-Bisnorabieta-8,11,13-triene CAS #: 32624-67-2 

8.384 1113277 63.4087943 1200 95 NIST2002.L 83831 65 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 

Q 
#: 6566-19-4 

8.592 6582912 374.942265 6900 NIST2002.L 81281 65 

Oleic Acid #: 112-80-1 

8.752 15155738 537.860809 9900 94 NIST2002.L 107517 77 

Octadecanoic acid CAS #: 57-11-4 

8.827 6549409 232.431465 4300 93 NIST2002.L 108839 77 

Unknown CAS #: 

9.409 946609 33.5941429 620 0 0 77 

Unknown CAS #: 

12.139 3209253 167.187677 3100 0 0 85 

Phenanthrene, 1-methyl-7-(1-methylethyl) CAS #: 483-65-8 

12.353 544477 28.3648073 520 98 NIST2002.L 78743 85 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 

Date t 10-JUL-2010 22!07 

Client IDt B7G90 

Sample Infot J1304-09B,,52646,, 

Volume Injected <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

Decane, 4-meth~l­

Octane, 2,6-dimeth~l-

10.0 

8.0 

6.0 

4.0 

2.0 

o.o 
20 30 

10.0 

8.0 

6.0 
/29 

4.0 
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o.o I I .. 
20 30 
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/29 

Scan ,.. 
57 

~3 

2847-72-5 NIST2002.L 

2051-30-1 NIST2002.L 

27128 

18443 

<3.213 min) of S3G6591.D <Subtracted) <SCALED) 

71"' 

8~ /-13 

,,1. 97"' /9 

.. I 
"' 

Ill. I, I I. I. I. '. .. 
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mlz 
Entr~ #27128, 

N3 
Decane, 4-meth~l- (from NIST2002.L) (SCALED) 
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Data File~ \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 

Date ~ 10-JUL-2010 22~07 

Client ID~ B7G90 

Sample Info~ J1304-09B,,52646,, 

Volume Injected (uL)~ 2.0 

Column phase~ DB-5HS 

Instrument~ S3.i 

Operator: HHS SRC~ LIHS 

Column diameter~ 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ Qualit~ Formula 

trans-Decalin, 2-meth~l­

cis-Decalin, 2-s~n-meth~l-

10.0 81~ 

8.0 

Scan 629 
M5 

1000152-47-3 NIST2002.L 

1000155-85-6 NIST2002.L 

24310 

24314 

<3.950 min) of S3G6591.D <Subtracted) <SCALED) 
---1.52 

74 

72 

6.0 
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4.0 

.LI .... 1.111 1 .. dl 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G6591.D 

Date : 10-JUL-2010 22:07 

Client ID: B7G90 

Samrle Info: J1304-09B,,52646,, 

Volume Injected (uL)! 2.0 

Column rhase! DB-5HS 

Librar~ Search Comround Hatch 

Octane, 2,6-dimeth~l­

Nonane, 2,6-dimeth~l-

Instrument! S3.i 

Orerator! HHS SRC: LIHS 

Column diameter: 0.25 

CAS Number Librar~ 

2051-30-1 NIST2002.L 

17302-28-2 NIST2002.L 

Entr~ 

18443 

27133 

10.0 
Scan 78~~4.783 min) 

:-57 71 
of S3G6591.D <Subtracted) (SCALED) 

8.0 
~3 

6.0 

4.0 

Qualit~ Formula 

78 C10H22 

72 C11H24 

?5 /-13 
2.0 

I ...... JI 13~ 

1... ...... 11. ... ...... C.~ ....... 11 ........ 
/-47/-55 177"" 

.. I 1.. .....•• II .loo.l.l,l,,,,,,,,,,,,,,o~.,ol,,,,,,, I o.o ........ r. ... 
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E~r~ #18443, Octane, 2,6-dimeth~l- (from NIST2002.L) <SCALED) 
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10.0 ~3 
Entr~ #27133, Nonane, 2,6-dimeth~l- <from NIST2002.L) <SCALED) 
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Data Filet \\Avogadro\Organics\S3.I\100710A.B\S3GG591.D 

Date 10-JUL-2010 22t07 

Client IDt B7G90 Instrumentt S3.i 

Sample Infot J1304-09B,,52G4G,, 

Volume Injected (uL)t 2.0 

Column phaset DB-5HS 

Librar~ Search Compound Hatch 

Hept~lc~clohexane 

C~clohexane, hex~l­

C~clohexane, undec~l-

10.0 

8.0 

G.O 
5~ 

4.0 

2.0 G7"' 

Operatort HHS SRCt LIHS 

Column diametert 0.25 

CAS Number Librar~ 

5G17-41-4 NIST2002.L 

4292-75-5 NIST2002.L 

54105-GG-7 NIST2002.L 

Entr~ 

44140 

34733 

81257 

Scan 8G4~3205 min) of S3GG591.D (Subtracted) <SCALED) 

Qualit~ Formula 

80 C13H2G 

G4 C12H24 

G4 C17H34 
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Entr~ il44~3 Hept~lc~clohexane (from NIST2002.L) (SCALED) 
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Entr~ ii8125~C~clohexane, undeo~l- (from NIST2002.L) <SCALED) 
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Data File: \\Avogadro\Organics\S3.I\100710A.B\S3G65~1.D 

Date 10-JUL-2010 22:07 

Client ID: B7G~O Instrument: S3.i 

Sample Info: J1304-0~B,,52646,, 

Volume Injected <uL): 2.0 

Column phase: DB-5HS 

Operator: HHS SRC: LIHS 

Column diameter: 0.25 

Librar~ Search Compound Hatch CAS Number Librar~ Entr~ 

Decah~dro-4,4,8,~,10-pentameth~lnaphthal 80655-44-3 NIST2002.L 61716 

10.0 
Scan ~52 <5.675 min) of S3G65~1.D (Subtracted) <SCALED) 

8.0 

6.0 /'~ 
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Qualit~ Formula Weight 
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Entr~ #61716, Decah~dro-4,4,8,~,10-pentameth~lnaphthalene (from NIST2002.L) <SCA~) 
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Data Filet \\Avogaclro\Organics\S3.I\100710A.B\S3G6591.D 

Date t 10-JUL-2010 22t07 

Client IDt B7G90 

Sample Infot J1304-09B,,52646,, 

Volume lnjectecl <uL)t 2.0 

Column phase: DB-5HS 

Instrument: S3.i 

Operator: HHS SRCt LIHS 

Column cliametert 0.25 

Librar~ Search Compouncl Hatch CAS Number Librar~ Entr~ Qual it~ Formula Weight 

10,18-Bisnorabieta-5,7,9(10),11,13-penta 

3,3'-Diacet~lbiphen~l 

4,4'-Diisoprop~lbiphen~l 

6566-19-4 NIST2002.L 

94113-07-2 NIST2002.L 

18970-30-4 NIST2002.L 

10.0 
Scan 1498 <8.592 min) of S3G6591.D <Subtractecl) 

8.0 

6.0 
181"' 

4.0 /95 

2.0 

81281 

81128 

81270 

<SC~D) 
223 

81 C18H22 238 

60 C16H1402 238 

60 C18H22 238 

.o I,(,~ •·•· ...... ~.~o .... n .... oh~~~~ ....... (.~: •.......•. :
5

.Jh ........ ,lt .... .ull!l... ... hhll .... o .... h,l, ......... I ......... I ~252 29~ ~~ o.o ... . ...... . . . . ...... . . . ........ ~ ..... .. 
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 

mlz 
Entr~ #81281, 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene (from NI~2002.L) (SCALED) 
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